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Isotopic distribution 271.0423 m/z

Event#: 1 MS(E+) Ret. Time :[0.146->0.217]-[0.017->0.125] Scan#: [36->53]-[5->31]
9797

271.1881

2710425

IWCh

Wydzial Chemii

Uniwersytet Warszawski

2721915

WYDZIALOWE LABORATORIUM
POMIAROWE - SEKCJA MS

1534

271423

272.0455

!

2730412

2702 2710 2712 2714 2716 2718

S(C15 H10 03 S+H+)

2704 2706 2708

Formula predictor

2720 2722 2724

2726

2728 2730

2740 2742

1.00e4

2732 2734 2736 2738

FlScore |Pred. ™) |Pred. m/z |Meas. m/z |Diff. (mDa) | Formula (M) | Ion

|Diff. (ppm) |Iso Score |DBE

[1 [75.62 [270.03575 [271.04303 [271.04249 |-0.54

|c8 HION6 O 82 |[M+H}+ |-1.984

[2 [75.49 [248.05322 [271.04244 [271.04249 [0.05

3 7437 27003507 271.04234 271.04249 0.15 CI5HI003S |[MFHE 0547 7153 10

|coH12 08

|M+Na]+ [0.192

[7291 |70
[7277 |40

[+ [72.98 [270.03510 [271.04238 [271.04249 [0.11 [HI4N8 0383  |M+HJ+ |0.419 l60.97 |20
[s [68.69 |248.05409 [271.04331 [271.04249 |-0.82 [cloHi603 82 [MtNal+ [-3.016  [6521  [3.0
6 [68.17 [232.07675 [271.03990 [271.04249 [2.59 |c2HI2N6 07  |[M+K]+ 9.539 6463 o0
[7 [65.88 [270.03622 [271.04350 [271.04249 [-1.01 |c8H2N1002  [[M+H]+ [-3.711 [6200  [130
[s [62.52 [248.05072 [271.03994 [271.04249 [2.55 [c13H12038  |M+Na]+ [9.423 |s836  [8.0

[0 [53.33 [248.05455 [271.04378 [271.04249 |-1.29 |CIOH8 N4 04  |[M+Na]+ |-4.743 [4g15s  [o0
[10 [53.27 [232.07827 [271.04143 [271.04249 [1.06 [criHIZN4S  |MKJ+ [3.927 4808 [80
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Isotopic distribution 285.0580 m/z

Event#: 1 MS(E+) Ret. Time :[0.146->0.217]-[0.017->0.125] Scan#: [36->53]-[5->31] 15364

100,00+ 12850581

286.0613

287.0564

287.0571

286.0612

285.0580

2848 285.0 2852 2854 2856 2858 2860 286.2 286.4 28656 2868 287.0 2872 2874
S(C16 H12 03 S+H+) 1.00e4

Formula predictor

FlScore |Pred. ™) |Pred. m/z |Meas. m/z |Diff. (mDa) | Formula (M) | Ion |Diff. (ppm) |Iso Score Iﬁ
I (o784 25405072 28505799 26505814 (05 [CI6WI205S |WEHE (0520 (o760 10
[2 ]77.13 |262.06887 |285.05809 |285.05814 [0.05 |cloH1408  |[M+Na]+ |0.182 |7459 |40

[3 [74.87 [262.06974 [285.05896 [285.05814 [-0.82 [climiso3s2 [[MNap+ [-2868  [7207  [3.0
[4 [7435 [284.04988 [285.05716 [285.05814 [0.98 [HI2N8O8S  |M+HJ+ [3.448 7150 |10
[s [69.88 [284.05140 [285.05868 [285.05814 |-0.54 [conizNe 082 [MtH]+ [-1.887  [e653  [70
[6 (6937 [284.05187 [285.05915 [285.05814 |-1.01 [comanioo2 [mp+ 3520 [es97  [130
[7 [63.47 [262.07154 [285.06076 [285.05814 |-2.62 |c12 Ho N8 |[M+Nal+ [-9.201 [s941  [140
[ [62.89 [246.09595 [285.05911 [285.05814 [0.97 |c8 H22 0482 |M+K]+ |-3.401 |s8.76  |2.0

[o [61.69 [262.06637 |285.05559 [285.05814 [2.55 |C14H1403S  |[M+Na]+ 8.959 [s743 [0
[10 [58.50 [246.09508 [285.05824 [285.05814 |-0.10 |c7H18 09 MK+ 0351 5389 |10
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MBO03_crd_2

C15H1003S

[M-H]" theo = 269.0278 m/z
C16H1203S

[M-H]" theo = 283.0434 m/z
TIC (-)

(x1,000,000)
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Isotopic distribution 269.0278 m/z

Event#: 1 MS(E-) Ret. Time : [0.204->0.225]-10.075->0,133] Scant: [50->55]-[19->33] 24064

100,00+ 1269.0274

270.0306

271.0255

2710267

2700310

269.0278

2686 2688 2690 2692 2694 2696 2698 2700 2702 2704 2706 2708 2710 2712 2714
tS(IC15 H10 03 S-H] ) 00e4

Formula predictor

FlScore |Pred. ™) |Pred. m/z |Meas. m/z |Diff. (mDa) | Formula (M) | Ion |Diff. (ppm) |Iso Score Iﬁ
|I_|- 270.03507 269.02779 269.02742 -0.37 CISHI003S  [M-H]- CE I!
[2 [00.81 |224.02959 |269.02779 |269.02742 |-0.37 |cCl4H80OS  |[M+HCOO]- |-1.371 [89.79  |11.0
[3 [00.81 [210.01394 [269.02779 [269.02742 [-0.37 |c13H60s  |M+CH3COO]- |-1.371 (8979 110
[4 [72.90 [270.03575 [269.02847 [269.02742 |-1.05 |c8 HION6 O S2 |[M-H]- |-3.921 l69.89 |70
[s [69.06 [224.02040 [269.02761 [269.02742 |-0.19 [c6HaN6 04 [MtHCOO]-  [-0689  [65.62  [s0
[6 [69.06 [270.03488 [269.02761 [269.02742 |-0.19 |c7H6N6 06 |[M-H]- [06s9 6562 80
[7[69.06 [210.01375 [269.02761 [269.02742 |-0.19 |csH2N6 04 |M+CH3COO]- -0.689  [65.62  [8.0

[s [55.30 [270.03238 [269.02510 [269.02742 [2.32 |ClIH6N6O'S |[M-HJ- 8.610 [s033  [120
[0 [53.71 [270.03622 [269.02894 [269.02742 [-1.52 |cC8 H2N10 02 |[M-HJ- |-5.661 [4857  [13.0
[10 [53.71 [224.03074 [269.02804 [269.02742 [-1.52 [c7N10 |[M+HCO0T-  |-5.661 l4s57  [13.0

ul. Pasteura 1, 02-093 Warszawa tel.: (22) 5526 w. 314, 369, 370, ms_wlp@chem.uw.edu.pl
https://www.chem.uw.edu.pl/uslugi-komercyjne/




WARSZAWSKI W3 dziat Ch s POMIAROWE - SEKCJA MS

Uniwersytet Warszawski

£ % UNIWERSYTET ‘ ” h ‘ WYDZIALOWE LABORATORIUM

Isotopic distribution 283.0434 m/z

Event#: 1 MS(E-) Ret. Time: [0.150->0,192]-10.092->0.129] Scant: [37->47]-(23->32] 20663
2830430
100,00 i

000 /\

‘ 2640467

283.0434

2826 2827 2828 2829 283.0 2831 2832 2833 2834 2835 2836 2837 2838 2839 2840 2841 2842 2843 2844 2845
t5([C16 H12 03 S-H]) 00e4

Formula predictor

FlScore |Pred. ™) |Pred. m/z |Meas. m/z |Diff. (mDa) |Formula ™) | Ion |Diff. (ppm) |Iso Score Iﬁ
[1[54.77 [238.04186 [283.04007 [283.04297 [2.90 lcisH60  [M+HCOO]  [10254  [4974  [16.0
[2 [54.77 [224.02621 [283.04007 [283.04297 [2.90 |c17H4 0 |[M+CH3COO [lo2s4  [4974  [160
[3 [54.77 [284.04734 [283.04007 [283.04297 [2.90 |clons 03 |M-H [l02s4  [4974  [160
I_I_lililililililil—l_
[s [39.98 [238.04524 [283.04344 [283.04297 |-0.47 [c1sHI00S |[M+HCOO]-  |-1.657 [3332 |10

[6 [39.98 [224.02059 |283.04344 [283.04297 [-0.47 |Cl4H80OS  |[M+CH3COO]- |-1.657 [3332 |10
[7[19.95 [284.05322 [283.04594 [283.04297 [-2.97 [cl2H1208  |[M-H]- [10496  [2217  [10
[8 [19.95 [238.04774 [283.04594 [283.04297 [2.97 [citH1006 |MtHCOO  [-10496  [2217  [70
[0 [19.95 [224.03209 |283.04594 [283.04297 [2.97 |c10H8 06 |[M+CH3COO [-10496 217 |70
[10 [18.71 [284.05659 [283.04931 [283.04297 |-6.34 |cont608s |M-H 22407 2079 20
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C15H1004S
[M+H]" theo = 287.0373 m/z

TIC (+)
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Isotopic distribution

Event#: 1 MS(E+) Ret. Time :[0.150->0.2131-10.021->0.138] Scan#: [37->52]-16->34]

100,00

,287.0374

W

Ch

Wydzial Chemii

\ ’UniwersyfetWarszawski

288.0406
288.2897

POMIAROWE - SEKCJA MS

‘ WYDZIALOWE LABORATORIUM

2889221 2890356

67263

287.0373

288.0405

289.0363

286.6
1S([C15 H10 04 S+H)+)

2868 287.0 287.2 2874 2876 2878

Formula Predictor

2880 2882 2884

2886 2888 2890 2802

FlScore |Pred. ™) |Pred. m/z |Meas. m/z |Diff. (mDa) | Formula (M) | Ion

|Diff. (ppm) |Iso Score |DBE

[2 [76.56 [264.04813 [287.03735 [287.03740 [0.05

[3 [75.25 [264.04900 [287.03822 [287.03740 [-0.52

CISHIO04S [M+HJ+ 0500 2
[con1209  |M+Na}+ [0.165 [73.05 |40
[cloH16 04 82 [[M+Nal+ [-2.864  [72.51  [3.0

[4 [63.14 [248.07522 [287.03837 [287.03740 [-0.97

|c7H2005 82 |[M+K]+

|-3.393 [59.04 |20

[s [51.34 [264.04563 [287.03485 [287.03740 [2.55

[c13H1204S |[M+Na]+ [8.881 [57.04

[6 [49.27 [248.07435 [287.03750 [287.03740 |-0.10

[ceHI6010  [[M+K]+

8.0
l-0364 4363 |10

|7 [46.07 [286.03335 [287.04063 [287.03740 |-3.23

[c12H14 04 52 [[M+H}+

|-11.245  |40.08  |6.0

8 [39.96 [286.03248 [287.03976 [287.03740 |-2.36

|cirHI009  |[M+H]+

|-8216 3329 7.

[0 [39.05 [248.07184 [287.03500 [287.03740 [2.40

[croH16 05 [M+K]+

0
8.352 [3228  [3.0

[10 [38.69 [248.06847 [287.03163 [287.03740 [5.77

|c13H1205 MK+

[20007  |4299 |30
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