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Compound 3 :
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2024_Selenium/5 COSY
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Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 3.0 PPM / DBE: min =-5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

932 formula(e) evaluated with 5 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-100 H:0-100 N:0-4 0:0-6 80Se: 0-1

Cone voltage =50V Xevo G2 QTOF #YCA210 22-Oct-2024 14:09:32
EG1-196Se-NEG-2 79 (0.515) AM2 (Ar,18000.0,0.00,0.00); Cm (72:87) 1: TOF MS ES-
3.20e+005
503.0524 549.0565
%3 4750554 491051 5000547 " 506.0622 519.0459 537.0405 546 05987 7* 552.0600 565.0541 57 1:0488 o
P B S % L) LA B, ) [ R ) LR PSR TN (R L LR L ) B T L) A TR A P ) S B S PR P 0
465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580
Minimum: 55.00 =50
Maximum: 100.00 3.0 3.0 100.0
Mass RA Calc. Mass mDa PPM DBE i1-FIT Norm Conf (%) Formula
503.0524 100.00 503.0537 =1.3 —2.6 24.0 360.8 0.398 6717 C29 H17 N3 O 80Se
503.0510 Tzl 2.8 195 361.6 1.114 32.83 C26 H19 N2 04 80Se
549.0565 78.70 549.0565 0.0 0.0 19.5 326.5 0.778 45.93 C27 H21 N2 06 803e
549.0552 gt 2.4 3ifiad 3261 1.016 36.20 Cc41 H9 03
549.0578 =3 -2.4 42.0 327.4 1.722 17.87 C44 HT N
Cone voltage =50V Xevo G2 QTOF #YCA210 22-Oct-2024 14:09:32
EG1-1965e-NEG-2 79 (0.515) AM2 (Ar.18000.0,0.00,0.00); Cm (72:87) 1: TOF MS ES-
100+ 503.0524 3.20e5
549.0565
501.0530
&
2552313
291.9867
Fﬁo.%‘tﬁ
500.05471 551.0583
411.9955
126.9028 244.0592 459.0592
200.9308
i ll 650.0757
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