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Intens; +MS, 1.0-1.1min #59-65, -Peak Bkgmd|  Confirm/Find Formula Results
X109
1 The section below shows the results of formula calculation. If an expected formula was provided and found these are the
7 results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
| 1+ formula constrained by the parameters listed to the left
1 7688791 1+
1'5_ 7693804 Cmpd 1, 1.0 min
| Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
| 769.380369 C25H54N12Na0O14 1+ 769.377465 2.9 -3.8 153  20.33 C25H53N12NaOl14 M+H
1 C23H42N26Na04 1+ 769.377455 2.9 -3.8 19.2 1857 C23H41N26NaO4  M+H
1.01 C16H46N26Na09 1+ 769.383328 -3.0 3.8 193  17.76 C16H45N26Na09  M+H
1 C13H38N36Na03 1+ 769.381980 1.6 2.1 193 53.67 C13H37N36Na03  M+H
1 C26H50N16Na010 1+ 769.378803 1.6 2.0 221 5213 C26H49N16NaO10 M+H
1 C29H58N6Na016 1+ 769.380151 0.2 0.3 262 100.00 C29H57N6NaO16  M+H
1 1+ C24H38N30Na 1+ 769.378792 1.6 2.0 30.3  42.80 C24H37N30Na M+H
054 7703816 C27H46N20Na06 1+ 769.380140 0.2 0.3 320 86.61 C27H45N20NaO6  M+H
| C33H62Na018 1+ 769.382836 25 3.2 345 19.46 (C33H61NaO18 M+H
| C30H54N10NaO12 1+ 769.381488 11 15 348 51.09 C30H53N10NaO12 M+H
C25H54N12Na014 1+  769.377465 2.9 3.8 153  20.33 C25H50N11NaO14 M+NH4
| 77 11 ejs 3 C23H42N26Na04 1+ 769.377455 2.9 -3.8 19.2 1857 C23H38N25Na0O4  M+NH4
00 ' 773.3306 C16H46N26Na09 1+ 769.383328 -3.0 3.8 193  17.76 CI16H42N25Na09  M+NH4
0= . , . ' . ' . C13H38N36Na03 1+ 769.381980 1.6 2.1 193 53.67 C13H34N35Na03  M+NH4
768 770 772 74 miz C26H50N16Na010 1+ 769.378803 1.6 2.0 221 5213 C26H46N15Na010 M+NH4
C29H58N6Na016 1+ 769.380151 0.2 0.3 262 100.00 C29H54N5Na016  M+NH4
Smart Formula Parameter Value C24H38N30Na 1+ 769.378792 16 2.0 303 42.80 C24H34N29 Na M+NH4
Expected Formula C27H46N20Na06 1+ 769.380140 0.2 0.3 320 86.61 C27H42N19NaO6  M+NH4
Adducts Considered  ;M+H;M+NH4;:M+Na;;M+K;;M+Na C33H62Na018 1+ 769.382836 25 3.2 345 1946 C33H62NaO18 M+NH4
2-Hi2M+H;;2M+Na; C30H54N10NaO12 1+ 769.381488 1.1 15 348 5109 C30HS0NONaOl2  M+NH4
Smart Formula Search Parameters C25H54N12Na014 1+ 769.377465 2.9 -3.8 153  20.33 C25H54N12014 M+Na
CHNO and adducts considered C23H42N26Na04 1+ 769.377455 2.9 -3.8 19.2 1857 (€23 H42N26 04 M+Na
implicitly C16H46N26Na09 1+ 769.383328 -3.0 -3.8 193  17.76  C16 H46 N26 09 M+Na
C13H38N36Na03 1+ 769.381980 1.6 2.1 19.3  53.67 C13H38N3603 M+Na
Formula Search Maximum C29H58N6Na016 1+ 769.380151 0.2 0.3 26.2 100.00 €29 H58 N6 016 M+Na
C24H38N30Na 1+ 769.378792 1.6 2.0 30.3  42.80 C24H38N30 M+Na
Algorithm Parameters C27H46N20Na06 1+ 769.380140 0.2 03 320  86.61 C27H46N20 06 M+Na
Tolerance 4 ppm C33H62Na018 1+ 769.382836 -2.5 -3.2 34.5 19.46 C33H62018 M+Na
Match to Isotope Pattern(mSigma) 40 C30H54N10NaO12 1+ 769.381488 1.1 15 348 51.09 C30H54N10012 M+Na
Electron Configuration even C20H46KN2605 1+ 769.377607 -2.8 -3.6 37.1  36.73 (20 H46 N26 O5 M+K
Estimate No of Carbons yes C21H42KN300 1+ 769.378944 1.4 1.9 38.8 100.00 C21H42 N300 M+K
Filter by H/C Ratio - O0<HIC<3 C27H59N6Na2016 1+ 769.377745 2.6 -3.4 176 27.91 C27 H60 N6 016 M+Na2-H
Number of Double Bonds & Rings 0<rings&DB < 80 C15H43N30Na205 1+ 769.382260 1.9 25 184  49.90 C15H44N3005 M+Na2-H
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C25H47N20Na206 1+ 769.377734 2.6 -3.4 20.7 2591 C25H48N20 06 M+Na2-H
C28H55N10Na2012 1+ 769.379082 -1.3 -1.7 240 66.70 C28H56 N10 012 M+Na2-H
C26H43N24Na202 1+ 769.379072 -1.3 -1.7 314 5558 (26 H44 N24 02 M+Na2-H
C29H51N14Na208 1+ 769.380420 0.1 0.1 336 100.00 C29H52N14 08 M+Na2-H
C32H59N4Na2014 1+ 769.381768 -1.4 -1.8 36.7  45.62 C32H60N4 014 M+Na2-H
C28H55N10Na2012 1+ 769.379082 -1.3 1.7 240 66.70 C14 H27 N5Na 06 2M+H
C26H43N24Na202 1+ 769.379072 -1.3 -1.7 314 5558 C13H21N12NaO 2M+H
C32H59N4Na2014 1+ 769.381768 -1.4 -1.8 36.7 4562 C16H29 N2NaO7 2M+H
C26H50N16Na010 1+ 769.378803 1.6 2.0 221 5213 C13H25N805 2M+Na
C24H38N30Na 1+ 769.378792 1.6 2.0 30.3 42.80 CI12H19N15 2M+Na
C30H54N10Na0O12 1+ 769.381488 11 1.5 348 51.09 C15H27N506 2M+Na

819.386687 C40H56N6Na011 1+ 819.389927 3.2 4.0 31 21.27 C40H55N6NaOll  M+H
C37H48N16Na05 1+ 819.388579 -1.9 2.3 6.3 5269 C37H47N16Na0O5  M+H
C38H44N20NaO 1+ 819.389917 3.2 39 103 1514 C38H43N20NaO M+H
C39HB0N2Na015 1+ 819.388590 -1.9 2.3 133  57.36 C39H59N2Na015  M+H
C36H52N12Na09 1+ 819.387242 0.6 0.7 158 100.00 C36H51N12Na0O9  M+H
C33H44N22Na03 1+ 819.385894 0.8 1.0 19.1 8269 C33H43N22Na03  M+H
C35H56N8Na013 1+ 819.385905 0.8 1.0 242 9284 C35H55N8Na0l13  M+H
C32H48N18Na07 1+ 819.384557 2.1 26 201  27.36 C32H47N18NaO7  M+H
C47H52N6Na06 1+ 819.384054 2.6 32 327 2052 C47H51N6NaO6 M+H
C34HB0N4Na017 1+ 819.384567 2.1 26 345 30.09 C34H59N4NaO17  M+H
C40H56NBNa011 1+ 819.389927 3.2 4.0 31 2127 CA0H52N5NaOll  M+NH4
C37H48N16Na05 1+ 819.388579 -1.9 2.3 6.3 52.69 C37H44N15NaO5  M+NH4
C38H44N20NaO 1+ 819.389917 3.2 3.9 103 1514 C38H40N19NaO M+NH4
C39HB0N2Na015 1+ 819.388590 -1.9 2.3 133  57.36 C39H56 N NaO15 M+NH4
C36H52N12Na09 1+ 819.387242 0.6 0.7 158 100.00 C36H48N11NaO9  M+NH4
C33H44N22Na03 1+ 819.385894 0.8 1.0 19.1 82,69 C33H4ON21NaO3  M+NH4
C35H56N8Na013 1+ 819.385905 0.8 1.0 242  92.84 C35H52N7Na0Ol13  M+NH4
C32H48N18Na07 1+ 819.384557 2.1 26 291  27.36 C32H44N17NaO7  M+NH4
C47H52N6Na06 1+ 819.384054 2.6 3.2 327 2052 C47 H48 N5 Na 06 M+NH4
C34HB0N4Na017 1+ 819.384567 2.1 26 345 30.09 C34H56N3Na0O17  M+NH4
C40H56NBNa011 1+ 819.389927 3.2 4.0 31 2127 CA40H56 N6 011 M+Na
C37H48N16Na05 1+ 819.388579 -1.9 2.3 6.3 5269 C37H48N1605 M+Na
C38H44N20NaO 1+ 819.389917 3.2 3.9 103 1514 C38H44N200O M+Na
C39HB0N2Na015 1+ 819.388590 -1.9 2.3 133  57.36  C39 H60 N2 015 M+Na
C36H52N12Na09 1+ 819.387242 0.6 0.7 15.8 100.00 C36 H52 N12 09 M+Na
C33H44N22Na03 1+ 819.385894 0.8 1.0 191 8269 C33H44N2203 M+Na
C35H56N8Na013 1+ 819.385905 0.8 1.0 242 92.84 C35H56 N8 013 M+Na
C32H48N18NaO07 1+ 819.384557 2.1 26 201  27.36 C32H48N18 07 M+Na
C47H52N6Na06 1+ 819.384054 2.6 3.2 327 2052 C47H52N6 06 M+Na
C34HB0N4Na017 1+ 819.384567 2.1 26 345  30.09 C34H60N4017 M+Na
C31H44KN26 1+ 819.387384 0.7 -0.8 25.0 100.00 C31 H44 N26 M+K
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C34H52KN1606 1+ 819.388732 2.0 25 30.0 37.52 (C34H52N1606 M+K
C30H48KN2204 1+ 819.386046 -0.6 0.8 324  86.32 (C30H48N2204 M+K
C33H56KN12010 1+ 819.387394 0.7 -0.9 363 7550 C33H56N12010 M+K
C39H53N10Na207 1+ 819.388859 2.2 2.7 39 3870 C39H54N1007 M+Na2-H
C36H45N20Na20 1+ 819.387511 0.8 1.0 9.9 8523 C(36H46N200 M+Na2-H
C38H57N6Na2011 1+ 819.387522 0.8 -1.0 129 100.00 C38H58N6 011 M+Na2-H
C35H49N16Na205 1+ 819.386174 05 -0.6 17.1  86.81 C35H50N16 05 M+Na2-H
C37H61IN2Na2015 1+ 819.386184 05 0.6 233 9543 (C37H62N2015 M+Na2-H
C34H53N12Na209 1+ 819.384836 1.9 2.3 275  30.67 C34H54N1209 M+Na2-H
C31H45N22Na203 1+ 819.383488 3.2 39 30.4 8.86 C31H46 N22 03 M+Na2-H
C49H57Na208 1+ 819.384334 2.4 2.9 341 17.62 C49H5808 M+Na2-H
C33H57N8Na2013 1+ 819.383499 3.2 39 38.7 7.24 C33H58N8 013 M+Na2-H
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Cmpd 2, 1.1 min

Intenss— +MS, 1.1-1.6min #65-96, -Peak Bkgrnd
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'ntensé +MS, 1.1-1.6min #65-96, -Peak Bkgrnd|  Confirm/Find Formula Results
X109
| The section below shows the results of formula calculation. If an expected formula was provided and found these are the
results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
0.8- 298‘_"1* 456 formula constrained by the parameters listed to the left
1 Cmpd 2, 1.1 min
0.64 2983+795 Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
4 298.479475  C28H64N16Na904 3+ 298.478641 0.8 2.8 142 100.00 C28 H64 N16 Nab O4 M+Na
C29HB60N20Na9 3+ 298.479087 0.4 1.3 259  97.40 C29 H60 N20 Na6 M+Na
| C33H64N14Na902 3+ 298.479982 05 1.7 37.7  68.68 C33H64N14 Na6 02 M+Na
C28HB64N16Na904 3+ 298.478641 0.8 2.8 142 100.00 C14H32N8Na3 02 2M+Na
0.4 548.258814  C98H107N11Na9 3+ 548.259123 0.3 0.6 154 9528 C98H104 N11 Na9 M+H
C97H111N7Na904 3+ 548.258678 0.1 0.2 16.7 100.00 C97 H108 N7 Na9 04 M+H
. C96H115N3Na908 3+ 548.258232 0.6 1.1 217 7343 C96H112 N3 Na9 08 M+H
3+ C98H107N11Na9 3+ 548.259123 0.3 0.6 154 9528 C98 H95 N8 Na9 M+NH4
0.2 298.8131 C97H111N7Na904 3+ 548.258678 0.1 0.2 16.7 100.00 C97 H99 N4 Na9 04 M+NH4
C96H115N3Na908 3+ 548.258232 0.6 1.1 217  73.43 C96H103 Na9 08 M+NH4
| - C98H107N11Na9 3+ 548259123 0.3 0.6 154 9528 C98H107 N11 Na6 M+Na
299.1471 C97H111N7Na904 3+ 548.258678 0.1 0.2 16.7 100.00 C97 H111 N7 Na6é 04 M+Na
C96H115N3Na908 3+ 548.258232 0.6 1.1 217 7343 (96 H115N3 Na6 08 M+Na
0-02é Y P Y 548.593367 C35H5N21Na9045 3+ 548.593705 0.3 -0.6 18.1 100.00 C35H2 N21 Na9 045 M+H
C34HIN17Na9049 3+ 548593259 0.1 0.2 273 90.14 C34H6N17 Na9 049 M+H
C37H17N7Na9055 3+ 548593708 0.3 0.6 28.8  78.67 C37H14 N7 Na9 055 M+H
Smart Formula Parameter Value C31HN27Na9043 3+ 548592810 06 10 295 5820 C31HN27Na9 043 M+H
Expected Formula C31H90N64Na905 3+ 548.593947 0.6 11 321 53.99 C31H87N64Na9 05 M+H
Adducts Considered  ;M+H;M+NH4;:M+Na;;M+K;;M+Na CA9H13NSNa9048 3+ 548593092 03 05 359 6777 C49HION5SNa9048  M+H
2-H;2M+H;2M+Na; C33H13N13Na9053 3+ 548.592813 0.6 1.0 36.8 5820 C33HIONI3Na9053  M+H
Smart Formula Search Parameters C36H21N3Na9059 3+ 548593263 0.1 0.2 378  69.38 (36 H18 N3 Na9 059 M+H
CHNO and adducts considered C35H5N21Na9045 3+ 548.593705 0.3 -0.6 18.1 100.00 C35H5N21 Na9 045 M+NH4
implicitly C34HIN17Na9049 3+ 548593259 0.1 0.2 273 90.14 C34H9N17 Na9 049 M+NH4
C37H17N7Na9055 3+ 548593708 0.3 0.6 28.8  78.67 C37H5N4Na9 055 M+NH4
Formula Search Maximum C31H90N64Na905 3+ 548593947 0.6 1.1 321 53.99 C31H78N61Na9 05 M+NH4
C49H13N5Na9048 3+ 548593092 0.3 -0.5 359  67.77 C49HN2Na9 048 M+NH4
Algorithm Parameters C33H13N13Na9053 3+ 548592813 0.6 1.0 36.8 5820 C33HNI10Na9 053 M+NH4
Tolerance 4 ppm C36H21N3Na9059 3+ 548593263 0.1 0.2 378 69.38 (36 H9 Na9 059 M+NH4
Match to Isotope Pattern(mSigma) 40 C35H5N21Na9045 3+ 548.593705 0.3 -0.6 18.1 100.00 C35H5 N21 Na6 045 M+Na
Electron Configuration even C34HIN17Na9049 3+ 548593259 0.1 0.2 273 90.14 C34H9N17 Na6 049 M+Na
Estimate No of Carbons yes C37H17N7Na9055 3+ 548593708 0.3 0.6 28.8  78.67 C37H17 N7 Na6 055 M+Na
Filter by H/C Ratio - O0<HIC<3 C31HN27Na9043 3+ 548592810 0.6 1.0 295  58.20 C31HN27Na6 043 M+Na
Number of Double Bonds & Rings 0< rings&DB < 80 C31HOONG4Na905 3+ 548.593947 06 11 321 5399 C31HION64Na605  M+Na
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C49H13N5Na9048 3+ 548593092 0.3 -05 359  67.77 C49H13 N5 Na6 048 M+Na
C33H13N13Na9053 3+ 548.592813 0.6 1.0 368 5820 C33H13N13Na6053 M+Na
C36H21N3Na9059 3+ 548593263 0.1 0.2 37.8  69.38 36 H21 N3 Na6 059 M+Na
C42H14N11Nal8035 3+ 548.593193 0.2 0.3 51 9296 C42H17N11Nal2035 M+Na2-H
C39HBN21Na18029 3+ 548.592743 0.6 1.1 57 7473 C39HI9N21Nal2029  M+Na2-H
C45H22NNa18041 3+ 548593642 0.3 05 8.8 100.00 C45H25N Nal2 041 M+Na2-H
C40H2N25Na18025 3+ 548.593189 0.2 -0.3 9.4  86.06 C40H5N25Nal2025  M+Na2-H
C43H10N15Nal18031 3+ 548.593638 0.3 05 9.6 8231 C43HI3N15Nal2031 M+Na2-H
C46H18N5Nal8037 3+ 548.504088 0.7 -1.3 11.9 7619 C46H21N5Nal2037  M+Na2-H
C41H18N7Nal8039 3+ 548.592747 0.6 1.1 137  64.48 C41H21N7Nal2039  M+Na2-H
C44HBN19Na18027 3+ 548.504084 0.7 1.3 19.7 5435 C44HIN19Nal2 027  M+Na2-H
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