School of Chemistry Mass Spectrometry Service

SamplelD

Sample Description
Analysis Name
Method

Octyl pillar

D:\Data\MichaeleHardie\chmft\Octyl pillar_132005_GA3 01 _12284.d
3a_AccMass_Loop_Positive.m

Submitter

Supervisor
Acquisition Date

Flora Thorp-Greenwood

Michaele Hardie
18/05/2015 13:04:05

-
E
o]

UNIVERSITY OF

Instrument maxXis impact Source Type ESI lon Polarity Positive Scan Begin 50 m/z Scan End 1500 m/z
Intenséj BPC 49.0000-1500.0000 +All MS Summary of Results
x10°9]
h Name RT BPC Area(%) UV Area(%) Confirm Formula Results
1 1 2 Cmpd1,1.2min 1.17 no uv
1 /\/\/ Cmpd2,1.3min  1.29 no uv
0‘ T T T T T T T T T T T
0.6 0.8 1.0 1.2 14 Time [min]

Bruker Compass DataAnalysis 4.1

Analysis Name

Octyl pillar_132005_GA3_01_12284.d

18/05/2015 13:07:20

10f10



Cmpd 1, 1.2 min

Intens. +MS, 1.1-1.2min #68-72, -Peak Bkgrnd
x10°
4+
354.2083
6_
4_
3+
| 6046564
3+
854.7674
2_
3+
1105,2059
422.2344
797.9040
539.8119 937.9720 1355.3099
0 : : ‘le.. d. bl | il i il - : : NN i : :
200 400 600 800 1000 1200 1400 m/z
Bruker Compass DataAnalysis 4.1 Analysis Name Octyl pillar_132005_GA3_01_12284.d 18/05/2015 13:07:20 2 of 10




'ntenss- +MS, 1.1-1.2min #68-72, -Peak Bkgrnd|  Confirm/Find Formula Results
x10° |
1 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
T 60435564 formula constrained by the parameters listed to the left
3_
1 Cmpd 1, 1.2 min
. O
1 Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
1 604.321894 C113H139NNa906 3+ 604.322173 0.3 0.5 14.6 100.00 €113 H136 N Na9 06 M+H
5] C110H131N11Na9 3+ 604.321724 0.2 0.3 171 99.67 C110H128 N11 Na9 M+H
i C113H139NNa906 3+ 604.322173 0.3 0.5 146 100.00 C113H139 N Na9 06 M+NH4
| C110H131N11Na9 3+ 604.321724 0.2 0.3 171 99.67 C110H119 N8 Na9 M+NH4
C113H139NNa906 3+  604.322173 0.3 0.5 146 100.00 C113H139 N Na6 06 M+Na
] C110H131N11Na9 3+ 604.321724 0.2 0.3 171 99.67 C110H131 N1l Naé M+Na
1 604.656378 C45H17N35Na9035 3+ 604.656302 0.1 0.1 57 100.00 C45H14N35Na9035  M+H
11 C43H5N49Na9025 3+ 604.656298 0.1 0.1 9.8 9274 C43H2N49Na9 025 M+H
- C46H13N39Na9031 3+ 604.656748 0.4 0.6 9.9 8169 C46HION39Na9031  M+H
i C4TH29N21Na9045 3+ 604.656305 0.1 0.1 140 8586 C47H26N21Na9045  M+H
| C44HN53Na9021 3+  604.656744 0.4 0.6 185  69.02 C44HN53Na9 021 M+H
C49H41N7Na9055 3+ 604.656309 0.1 0.1 242  69.31 C49 H38 N7 Na9 055 M+H
o i JU J C45H126N50Na9015 3+  604.656550 0.2 0.3 257 5352 C45H123N50Na9 015 M+H
T e e e e C42H118N60Na909 3+ 604.656101 0.3 -0.5 275 4895 C42H115N60Na909  M+H
603 604 605 606 607 miz CA3H114N64NAQ05 3+  604.656547 0.2 0.3 370 4046 CA3HI1IN64Na905  M+H
C45H17N35Na9035 3+  604.656302 0.1 0.1 57 100.00 C45H5N32 Na9 035 M+NH4
Smart Formula Parameter Value CA3H5N4ONA9025 3+ 604.656298 0.1 01 9.8 9274 CA3H5NAONAQO25  M+NH4
Expected Formula C46H13N39Na9031 3+ 604.656748 04 0.6 9.9 81.69 46 HN36Na9 031 M+NH4
Adducts Considered  ;M+H;M+NH4;:M+Na;;M+K;;M+Na CATH29N21INa9045 3+ 604.656305 01 0.1 140 8586 CA7HI7NI8Na9045  M+NH4
2-H;2M+H;2M+Na; C44HN53Na9021 3+ 604.656744 .04 06 185  69.02 C44HN53Na9 021 M+NH4
Smart Formula Search Parameters C49H41N7Na9055 3+  604.656309 0.1 0.1 242  69.31 C49H29 N4 Na9 055 M+NH4
CHNO and adducts considered C45H126N50Na9015 3+  604.656550 0.2 0.3 257 5352 C45H114N47Na9 015 M+NH4
implicitly C42H118N6ONa909 3+ 604.656101 0.3 0.5 275 4895 C42H106N57Na909  M+NH4
C43H114N64Na905 3+ 604.656547 0.2 0.3 370 4046 C43H102N61Na905  M+NH4
Formula Search Maximum C43H5N49Na9025 3+ 604.656298 0.1 0.1 9.8  92.74 C43H5N49 Na6 025 M+Na
C46H13N39Na9031 3+ 604.656748 0.4 0.6 9.9 8169 C46HI3N39Na6031  M+Na
Algorithm Parameters CATH29N21Na9045 3+ 604.656305 0.1 0.1 140 8586 C47H29N21Na6045  M+Na
Tolerance 4 ppm C44HN53Na9021 3+ 604.656744 -0.4 -0.6 18.5 69.02 C44 HN53 Na6 021 M+Na
Match to Isotope Pattern(mSigma) 40 C49H41N7Na9055 3+  604.656309 0.1 0.1 242  69.31 C49 H41 N7 Na6 055 M+Na
Electron Configuration even C45H126N50Na9015 3+ 604.656550 0.2 0.3 257 5352 C45H126N50Na6 015 M+Na
Estimate No of Carbons yes C42H118N60Na909 3+ 604.656101 0.3 0.5 275 4895 C42H118N60Na609  M+Na
Filter by H/C Ratio - O0<HIC<3 C43H114N64Na905 3+ 604.656547 0.2 0.3 370 4046 C43H114N64Na605  M+Na
Number of Double Bonds & Rings 0< rings&DB < 80 C57H46NNal8041 3+ 604.656242 0.1 02 117 100.00 C57H49NNal2 041  M+Na2-H
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C55H34N15Na18031 3+ 604.656239 0.1 0.2 152  93.09 C55H37N15Nal2031 M+Na2-H
C58H42N5Nal8037 3+ 604.656688 0.3 0.5 184  81.09 C58H45N5Nal2037  M+Na2-H
C53H22N29Na18021 3+ 604.656235 0.1 -0.2 236  77.83 C53H25N29Nal2021 M+Na2-H
C56H30N19Nal8027 3+ 604.656684 0.3 0.5 248 7053 C56H33N19Nal2 027 M+Na2-H
C37H2N59Na1808 3+  604.656845 0.5 -0.8 327 4517 C37H5N59 Nal2 08 M+Na2-H
C39H14N45Nal8018 3+ 604.656848 -0.5 -0.8 33.3  44.47 C39H17N45Nal2018 M+Na2-H
C54H18N33Na18017 3+ 604.656681 0.3 -0.5 33.6  57.27 C54H21N33Nal2017 M+Na2-H
C51H10N43Nal8011 3+ 604.656232 0.1 0.2 365 47.32 C51H13N43Nal2011 M+Na2-H
C41H26N31Na18028 3+ 604.656852 0.5 0.8 377 39.64 C41H29N31Nal2028 M+Na2-H
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Cmpd 2, 1.3 min
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Intens. +MS, 1.2-1.4min #72-86, -Peak Bkgrnd|  Confirm/Find Formula Results
x10
67 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
5] 7681(;739 formula constrained by the parameters listed to the left
| Cmpd 2, 1.3 min
4 Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
. 768.373916  C31H46N1707 1+  768.376063 21 2.8 7.9 4557 C31H45N17 07 M+H
1 C28H38N270 1+  768.374715 0.8 -1.0 138 99.28 C28H37N270 M+H
3 C33H58N3017 1+  768.376074 2.2 2.8 139 5045 C33H57N3017 M+H
1 C30H50N13011 1+  768.374726 0.8 1.1 16.7  93.17 C30H49N13011 M+H
] C27H42N2305 1+  768.373378 0.5 0.7 20.0 100.00 C27 H41N2305 M+H
. 769.3765 C29H54N9015 1+  768.373388 05 0.7 27.7  84.43 C29H53N9 015 M+H
27 C26H46N1909 1+  768.372041 -1.9 2.4 296 3550 C26H45N1909 M+H
i C41H50N708 1+  768.371538 2.4 3.1 31.0 28.85 C41H49N708 M+H
1 C28H58N5019 1+  768.372051 -1.9 2.4 39.1 28.04 C28H57N5019 M+H
14 C31H46N1707 1+  768.376063 2.1 2.8 7.9 4557 C31H42N16 07 M+NH4
1 7701_;788 C28H38N270 1+  768.374715 0.8 -1.0 138  99.28 C28H34N260 M+NH4
i + C33H58N3017 1+  768.376074 2.2 2.8 139 5045 C33H54N2017 M+NH4
o] 771 .A381o C30H50N13011 1+  768.374726 0.8 1.1 167  93.17 C30H46N12011 M+NH4
. ' . , . ' . , C27H42N2305 1+  768.373378 0.5 0.7 20.0 100.00 €27 H38N22 05 M+NH4
766 768 770 e miz C29H54N9015 1+ 768373388 05 07 277 8443 C29H50N8O15 M+NH4
C26H46N1909 1+  768.372041 -1.9 2.4 29.6 3550 (€26 H42N18 09 M+NH4
Smart Formula Parameter Value CA1H50N708 1+  768.371538 24 31 310 2885 CALH46N6O08 M+NH4
Expected Formula C28H58N5019 1+  768.372051 -1.9 2.4 39.1 28.04 (C28H54N4019 M+NH4
Adducts Considered  ;M+H;M+NH4;:M+Na;;M+K;;M+Na C33H5IN1INaO9 1+  768.376343 2.4 3.2 56 3180 C33H51N1109 M+Na
2-H;2M+H;2M+Na; C30H43N21INaO3 1+  768.374995 11 14 114 7501 C30HA3N2103 M+Na
Smart Formula Search Parameters C32H55N7Na013 1+  768.375006 1.1 1.4 153  69.03 C32H55N7013 M+Na
CHNO and adducts considered C29H47N17NaO7 1+  768.373658 0.3 0.3 18.0 100.00 C29H47 N17 O7 M+Na
implicitly C26H39N27Na0 1+  768.372310 16 2.1 223 4292 C26H39N270 M+Na
C31H59N3Na017 1+  768.373668 0.2 0.3 26.7 82.99 C31H59N3017 M+Na
Formula Search Maximum C25H43N23Na05 1+  768.370972 2.9 -3.8 30.8 11.76 C25H43N2305 M+Na
C43H55NNa010 1+  768.371818 21 2.7 322 2965 C43H55NO010 M+Na
Algorithm Parameters C27H55N9Na015 1+  768.370983 -2.9 -3.8 39.1 9.60 C27 H55N9 015 M+Na
Tolerance 4 ppm C28H43KN25 1+ 768.376485 -2.6 -3.3 21.4 27.58 C28 H43 N25 M+K
Match to Isotope Pattern(mSigma) 40 C27HATKN2104 1+  768.375147 1.2 -1.6 259  67.35 (27 H47N2104 M+K
Electron Configuration even C23H43KN2702 1+  768.372462 -15 -1.9 29.9 5310 C23H43N2702 M+K
Estimate No of Carbons yes C30H55KN11010 1+  768.376495 2.6 3.4 30.8 21.97 C30H55N11010 M+K
Filter by H/C Ratio - 0<HIC<3 C26H51KN1708 1+  768.373810 0.1 0.1 33.4 100.00 C26H51N17 08 M+K
Number of Double Bonds & Rings 0<rings&DB < 80 C29H59KN7014 1+  768.375158 12 16 373 50.37 C29H59 N7 014 M+K
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C22H47KN2306 1+ 768371124 2.8 -3.6 39.5  14.47 C22H47N2306 M+K
C35H56N5Na2011 1+  768.376623 2.7 -3.5 35 2247 C35H57N5011 M+Na2-H
C32H48N15Na205 1+  768.375275 -1.4 -1.8 9.0 57.65 C32H49N1505 M+Na2-H
C33H44N19Na20 1+  768.376612 2.7 -3.5 131  19.07 C33H45N190 M+Na2-H
C34H60NNa2015 1+  768.375285 1.4 18 142  51.80 C34H61NO15 M+Na2-H
C31H52N11Na209 1+  768.373937 -0.0 -0.0 16.2 100.00 C31H53N1109 M+Na2-H
C28H44N21Na203 1+  768.372589 1.3 1.7 20.1 4713 C28H45N2103 M+Na2-H
C30H56N7Na2013 1+  768.372600 1.3 1.7 268  40.87 C30H57 N7 013 M+Na2-H
C27H48N17Na207 1+  768.371252 2.7 35 29.1  13.85 (27 H49N17 07 M+Na2-H
C29H60N3Na2017 1+  768.371262 2.7 35 380 11.16 C29H61N3017 M+Na2-H

769.376521 C21H50N18NaOl12 1+  769.374780 1.7 2.3 230 60.02 C21H46N17NaOl2 M+NH4
C22H46N22Na08 1+  769.376117 0.4 0.5 344 100.00 C22H42N21NaO8  M+NH4
C19H38N32Na02 1+  769.374769 -1.8 2.3 345 4528 CI19H34N31NaO2  M+NH4
C25H54N12Na014 1+  769.377465 0.9 1.2 354 7381 C25H50N11NaO14 M+NH4
C21H50N18NaO12 1+  769.374780 1.7 2.3 230  60.02 C21H50N18012 M+Na
C22H46N22Na08 1+  769.376117 0.4 0.5 344 100.00 C22H46N2208 M+Na
C19H38N32Na02 1+  769.374769 -1.8 2.3 345 4528 C19H38N3202 M+Na
C25H54N12Na0O14 1+  769.377465 0.9 1.2 354  73.81 C25H54N12014 M+Na
C16H42KN3203 1+ 769.374921 1.6 2.1 337 5340 C16H42N3203 M+K
C18H54KN18013 1+  769.374932 1.6 2.1 360 50.72 C18H54N18013 M+K
C19H50KN2209 1+  769.376269 0.3 0.3 385 100.00 C19H50N22 09 M+K
C20H47N22Na208 1+  769.373712 2.8 3.7 23.3 2249 C20H48N2208 M+Na2-H
C23H55N12Na2014 1+  769.375059 -15 -1.9 242  64.09 C23H56N12014 M+Na2-H
C21H43N26Na204 1+  769.375049 -1.5 -1.9 350  48.98 (21 H44 N26 04 M+Na2-H
C24H51N16Na2010 1+  769.376397 0.1 -0.2 353 100.00 C24H52N16010 M+Na2-H
C27H59N6Na2016 1+  769.377745 -1.2 -1.6 36.7 54.83 (27 H60 N6 016 M+Na2-H
C20H47N22Na208 1+  769.373712 2.8 -3.7 233 2249 CI10H23N11NaO4  2M+H
C24H51IN16Na2010 1+  769.376397 0.1 -0.2 353 100.00 C12H25N8 Na 05 2M+H
C22H46N22Na08 1+  769.376117 0.4 0.5 344 100.00 C11H23N1104 2M+Na
C21H50N18NaO12 1+  769.374780 1.7 2.3 230 60.02 C21H49N18NaOl2 M+H
C22H46N22Na08 1+  769.376117 0.4 0.5 344 100.00 C22H45N22Na08  M+H
C19H38N32Na02 1+  769.374769 -1.8 2.3 345 4528 CI9H37N32Na02  M+H
C25H54N12Na014 1+  769.377465 0.9 1.2 354 7381 C25H53N12Na014 M+H

1000.513395  C53H75N3Na0O14 1+ 1000.514125 0.7 0.7 56  98.86 C53H74N3NaOl4  M+H
C50H67N13Na08 1+ 1000.512777 -0.6 -0.6 82 100.00 C50H66N13Na0O8  M+H
C49H71N9Na012 1+ 1000.511439 2.0 2.0 9.1 4259 C49H70N9NaOl2  M+H
C47H59N23Na02 1+ 1000.511429 2.0 2.0 134 3897 CA47H58N23Na02  M+H
C46H63N19Na06 1+ 1000.510092 3.3 -3.3 145 1155 C46HB62N19NaO6  M+H
C54H71N7Na010 1+ 1000.515462 2.1 2.1 163 3409 C54H70N7Na0O10  M+H
C51H63N17Na04 1+ 1000.514114 0.7 0.7 168 8045 C51H62N17NaO4  M+H
C48H75N5Na016 1+ 1000.510102 -3.3 -3.3 181 1085 C48H74N5Na016  M+H
C52H59N21Na 1+ 1000.515452 2.1 2.1 271 2712 C52H58N21Na M+H
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C55H67N11Na0O6 1+ 1000.516800 34 34 27.1 791 C55H66N11NaO6  M+H
C53H75N3Na014 1+ 1000.514125 -0.7 -0.7 56 9886 C53H7LN2Na0O14  M+NH4
C50H67N13Na0O8 1+ 1000.512777 0.6 -0.6 82 100.00 C50H63N12NaO8  M+NH4
C49H71N9Na012 1+ 1000.511439 2.0 2.0 9.1 4259 C49HE67N8NaOl2  M+NH4
C47TH59N23Na02 1+ 1000.511429 2.0 2.0 134 3897 C47HS55N22Na02  M+NH4
C46H63N19Na06 1+ 1000.510092 -3.3 -3.3 145 1155 CA46HS59N18NaO6  M+NH4
C54H71N7Na010 1+ 1000.515462 2.1 2.1 16.3 3409 C54H67N6Na010  M+NH4
C51H63N17Na04 1+ 1000.514114 -0.7 -0.7 168 8045 C51HS59N16NaO4  M+NH4
C48H75N5Na016 1+ 1000.510102 3.3 -3.3 181 1085 C48H71N4Na016  M+NH4
C52H59N21Na 1+ 1000.515452 2.1 2.1 271 27.12 C52H55N20 Na M+NH4
C55H67N11Na0O6 1+ 1000.516800 3.4 34 27.1 791 C55H63N1ONaO6  M+NH4
C53H75N3Na014 1+ 1000.514125 0.7 -0.7 56 9886 C53H75N3014 M+Na
C50H67N13Na0O8 1+ 1000.512777 -0.6 -0.6 8.2 100.00 C50H67 N13 08 M+Na
C49H71N9Na012 1+ 1000.511439 2.0 20 9.1 4259 C49H71N9O012 M+Na
C47H59N23Na02 1+ 1000.511429 2.0 2.0 134  38.97 C47H59N23 02 M+Na
C46H63N19Na0O6 1+ 1000.510092 3.3 -3.3 145 1155 C46 H63 N19 06 M+Na
C54H71N7Na010 1+ 1000.515462 2.1 2.1 16.3  34.09 C54 H71N7010 M+Na
C51H63N17NaO4 1+ 1000.514114 0.7 -0.7 168 8045 C51H63N1704 M+Na
C48H75N5Na016 1+ 1000.510102 3.3 -3.3 18.1  10.85 C48H75N5016 M+Na
C52H59N21Na 1+ 1000.515452 2.1 2.1 27.1  27.12 C52H59N21 M+Na
C55H67N11Na0O6 1+ 1000.516800 3.4 34 27.1 7.91 C55H67N1106 M+Na
C44H63KN2303 1+ 1000.511581 1.8 1.8 20.4  40.29 C44HB3N2303 M+K
C4TH71KN1309 1+ 1000.512929 0.5 0.5 24.0 100.00 C47 H71N13 09 M+K
C48HB7KN1705 1+ 1000.514266 0.9 0.9 248  79.85 C48H67N1705 M+K
C43H67KN1907 1+ 1000.510244 -3.2 -3.2 251  11.47 C43H67N19 07 M+K
C46H75KN9013 1+ 1000.511592 1.8 1.8 27.1  41.86 C46H75N9013 M+K
C50H79KN3015 1+ 1000.514277 0.9 0.9 295 7113 C50H79N3 015 M+K
C51H75KN7011 1+ 1000.515614 2.2 2.2 304 28.16 C51H75N7011 M+K
C49HB3KN210 1+ 1000.515604 2.2 2.2 320 2274 C49HB3N210 M+K
C45H79KN5017 1+ 1000.510254 3.1 3.1 33.1 1147 C45H79N5017 M+K
C52H71KN1107 1+ 1000.516952 36 36 345 7.18 C52H71N1107 M+K
C51H76N3Na2014 1+ 1000.511719 -1.7 -1.7 7.0 4659 C51H77N3014 M+Na2-H
C52H72N7Na2010 1+ 1000.513057 -0.3 -0.3 7.2 100.00 C52H73N7010 M+Na2-H
C49H64N17Na204 1+ 1000.511709 -1.7 -1.7 11.6 4249 C49H65N17 04 M+Na2-H
C48H68N13Na208 1+ 1000.510371 -3.0 -3.0 121 13.77 C48H69N1308 M+Na2-H
C53H68N11Na206 1+ 1000.514394 -1.0 -1.0 169 59.18 C53H69 N1l 06 M+Na2-H
C56H76NNa2012 1+ 1000.515742 2.3 2.3 17.3  22.89 C56H77NO12 M+Na2-H
C50HB60N21Na2 1+ 1000.513046 0.3 0.3 188  79.41 C50H61N21 M+Na2-H
C54H64N15Na202 1+ 1000.515731 2.3 2.3 27.6  18.42 C54HB5N1502 M+Na2-H
C57H72N5Na208 1+ 1000.517079 3.7 -3.7 28.1 490 C57H73N508 M+Na2-H
C39H60N27Na203 1+ 1000.516234 2.8 -2.8 38.8 8.90 C39 H61N27 03 M+Na2-H

1001.517219  C24H70KN26015 1+ 1001514554 2.7 2.7 38.0 100.00 C24H70N26015 M+K
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C22H58KN4005 1+ 1001514543 2.7 2.7 38.3  98.27 (C22H58N40 05 M+K
C18H51N48Na20 1+ 1001520533 33 33 21.3 1293 CI18H52N480 M+Na2-H
C29H71N20Na2016 1+ 1001.514681 25 25 27.9 2918 C29H72N20016 M+Na2-H
C26H63N30Na2010 1+ 1001513333 -3.9 -3.9 304 5.59 €26 H64 N30 010 M+Na2-H
C30H67N24Na2012 1+ 1001.516019 -1.2 -1.2 382  60.39 C30H68N24012 M+Na2-H
C33H75N14Na2018 1+ 1001517367 0.1 0.1 39.5 100.00 C33H76N14018 M+Na2-H
C26H63N30Na2010 1+ 1001.513333 -3.9 -3.9 30.4 559 C13H31N15NaO5  2M+H
C30H67N24Na2012 1+ 1001.516019 -1.2 -1.2 382 6039 CI15H33N12Na06  2M+H
C30H74N16Na020 1+ 1001515750 15 15 28.4  62.80 C15H37N8O010 2M+Na
C27H66N26Na014 1+ 1001.514402 2.8 2.8 269 2234 C27HB5N26Na014 M+H
C30H74N16Na020 1+ 1001515750 15 15 284  62.80 C30H73N16Na020 M+H
C31H70N20NaO16 1+ 1001.517087 0.1 -0.1 38.3 100.00 C31HB9N20Na016 M+H
C27H66N26Na014 1+ 1001.514402 2.8 2.8 269 2234 C27HB62N25Na0l4 M+NH4
C30H74N16Na020 1+ 1001515750 15 15 284  62.80 C30H70N15Na020 M+NH4
C31H70N20NaO16 1+ 1001.517087 0.1 0.1 383 100.00 C31HB66N19Na0O16 M+NH4
C27H66N26Na014 1+ 1001.514402 2.8 2.8 269 2234 C27H66 N26 014 M+Na
C30H74N16Na020 1+ 1001515750 15 15 284  62.80 C30H74N16020 M+Na
C31H70N20NaO16 1+ 1001517087 0.1 -0.1 38.3 100.00 C31H70N20016 M+Na

1098.619122 C57H81N13NaO8 1+ 1098.622327 3.2 2.9 110 1813 C57H80N13NaO8  M+H
C54H73N23Na02 1+ 1098.620979 -1.9 -1.7 150 54.37 C54H72N23Na0O2  M+H
C63H81N9NaO07 1+ 1098.615117 -4.0 -3.6 16.4 6.76 C63 H80 N9 Na 07 M+H
C56H85NINa012 1+ 1098.620990 -1.9 -1.7 217  46.85 C56H84N9INaOl2  M+H
C53H77N19Na0O6 1+ 1098.619642 0.5 -0.5 245 100.00 C53H76N19Na06  M+H
C64H77N13Na0O3 1+ 1098.616454 2.7 2.4 273 2148 C64H76N13Na0O3  M+H
C50H69N29Na 1+ 1098.618294 -0.8 -0.8 284  77.93 C50H68 N29 Na M+H
C67H85N3Na09 1+ 1098.617802 -1.3 -1.2 306 5543 (67 H84 N3 Na09 M+H
C55H89N5Na016 1+ 1098.619652 0.5 0.5 325 8206 C55H88N5NaOl6  M+H
C52H81IN15Na010 1+ 1098.618305 0.8 0.7 347  66.98 C52HB0N15Na010 M+H
C57H81N13Na08 1+ 1098.622327 -3.2 2.9 110 1813 C57H77N12Na0O8  M+NH4
C54H73N23Na02 1+ 1098.620979 -1.9 -1.7 150 54.37 C54H69N22Na02  M+NH4
C63H81IN9INaO07 1+ 1098.615117 -4.0 -3.6 16.4 6.76 C63 H77 N8 Na 07 M+NH4
C56H85N9Na012 1+ 1098.620990 -1.9 -1.7 21.7 46.85 C56H81N8Na0Ol12  M+NH4
C53H77N19Na06 1+ 1098.619642 -0.5 -0.5 245 100.00 C53H73N18Na06  M+NH4
C64H77N13Na0O3 1+ 1098.616454 2.7 2.4 27.3 2148 C64H73N12NaO3  M+NH4
C50H69N29Na 1+ 1098.618294 -0.8 -0.8 284  77.93 C50H65N28 Na M+NH4
C67H85N3Na09 1+ 1098.617802 -1.3 -1.2 306 5543 (67 H81N2NaO9 M+NH4
C55H89NSNa016 1+ 1098.619652 0.5 0.5 325 8206 C55H85N4Na0l16  M+NH4
C52H81IN15Na010 1+ 1098.618305 0.8 0.7 347 66.98 C52H77N14Na0O10 M+NH4
C57H81N13Na0O8 1+ 1098.622327 3.2 2.9 110 1813 C57H81N1308 M+Na
C54H73N23Na02 1+ 1098.620979 -1.9 -1.7 150 54.37 C54H73N2302 M+Na
C63H81NINaO07 1+ 1098.615117 -4.0 -3.6 16.4 6.76 C63 H81N9 07 M+Na
C56H85NINa012 1+ 1098.620990 -1.9 -1.7 21.7  46.85 (56 H85N9 012 M+Na
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Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
C53H77N19Na06 1+ 1098.619642 -0.5 -0.5 245 100.00 C53H77N19 06 M+Na
C64H77N13Na03 1+ 1098.616454 2.7 2.4 273 2148 C64H77N1303 M+Na
C50H69N29Na 1+ 1098.618294 0.8 -0.8 284  77.93 C50H69 N29 M+Na
C67H85N3Na09 1+ 1098.617802 -1.3 -1.2 306 5543 C67H85N309 M+Na
C55H89NSNa016 1+ 1098.619652 0.5 0.5 325 8206 C55H89N5016 M+Na
C52H81IN15Na010 1+ 1098.618305 0.8 0.7 347 66.98 C52H81N15010 M+Na
C51H77KN2303 1+ 1098.621132 2.0 18 276 47.71 C51H77N2303 M+K
C54H85KN1309 1+ 1098.622479 -3.4 -3.1 31.8 12,73 C54H85N1309 M+K
C47H73KN290 1+ 1098.618446 0.7 0.6 320 100.00 C47H73N290 M+K
C50H81KN1907 1+ 1098.619794 0.7 0.6 344 9425 C50H81N1907 M+K
C60H85KN908 1+ 1098.615269 3.9 35 37.1 6.44 C60 H85 N9 08 M+K
C53H89KN9O13 1+ 1098.621142 2.0 1.8 376 3679 C53HB89N9 013 M+K
C57H74N21Na2 1+ 1098.622596 35 32 71 1556 C57 H75N21 M+Na2-H
C59H86N7Na2010 1+ 1098.622607 35 32 9.6 1471 C59H87 N7 010 M+Na2-H
C56H78N17Na204 1+ 1098.621259 2.1 1.9 128 4854 C56 H79N17 04 M+Na2-H
C65H86N3Na209 1+ 1098.615396 3.7 -3.4 18.4 9.48 €65 H87 N3 09 M+Na2-H
C58HI0N3Na2014 1+ 1098.621270 2.1 2.0 205 4110 C58 H91 N3 014 M+Na2-H
C55H82N13Na208 1+ 1098.619922 0.8 0.7 227 9544 C55H83N1308 M+Na2-H
C52H74N23Na202 1+ 1098.618574 05 0.5 26.3 100.00 C52H75N2302 M+Na2-H
C66H82N7Na205 1+ 1098.616734 2.4 2.2 290 27.80 (66 H83N705 M+Na2-H
C54H86N9INa2012 1+ 1098.618584 05 0.5 332 8505 C54H87N9O012 M+Na2-H
C51H78N19Na206 1+ 1098.617236 -1.9 -1.7 360 34.68 C51H79N1906 M+Na2-H

1099.621547 C29H8ON28Na016 1+ 1099.619929 -1.6 -1.5 343 100.00 C29H79N28Na016 M+H
C23H64N48Na04 1+ 1099.617233 4.3 39 36.5 560 C23H63N48NaO4  M+H
C26H72N38Na010 1+ 1099.618581 -3.0 2.7 36.9 2469 C26H71N38Na010 M+H
C29H80ON28Na0O16 1+ 1099.619929 -1.6 -1.5 343 100.00 C29H76N27NaOl16 M+NH4
C23H64N48Na04 1+ 1099.617233 43 3.9 36.5 5.60 C23HB0N47NaO4  M+NH4
C26H72N38Na010 1+ 1099.618581 -3.0 2.7 369 24.69 C26HB8N37Na010 M+NH4
C27H81IN28Na2016 1+ 1099.617524 4.0 37 238 3148 C27H82N28016 M+Na2-H
C28H77N32Na2012 1+ 1099.618861 2.7 2.4 33.9 100.00 C28H78N32012 M+Na2-H
C25H69N42Na206 1+ 1099.617513 4.0 37 372 17.93 C25H70N4206 M+Na2-H
C28H77N32Na2012 1+ 1099.618861 2.7 2.4 339 100.00 C14H38N16NaO6  2M+H
C26H72N38Na010 1+ 1099.618581 -3.0 2.7 369 24.69 C13H36N1905 2M+Na
C29H80ON28Na0O16 1+ 1099.619929 -1.6 -1.5 343 100.00 C29H80N28 016 M+Na
C23H64N48Na04 1+ 1099.617233 43 39 36.5 5.60 (C23 H64 N48 04 M+Na
C26H72N38Na010 1+ 1099.618581 -3.0 2.7 369 2469 C26H72N38010 M+Na
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