Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1207 formula(e) evaluated with 3 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 O©:0-200

RAPO-1-3
20160104-10 1418 (11.356) Cm (1399:1418) 1: TOF MS ES-
5.98e+003
100 1703.7333
| 1705.6929
%7
| 1706.6888
1 1582.8270 1605 7755 1640.9979 1557378 1678.3724 ( 1723.7113 17503855 1771.7400
0 ﬂ‘ NIRRT \_ AN RSN PANTANY WMHWHJWMW‘JMNM‘H‘:HUw IRTEARINE W‘\M MWWWW H\WWWJW o, M\\ [
1600 1620 1640 1660 1680 1700 1720 1740 1760 1780
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1703.7333 1703.7328 0.5 0.3 21.5 27.6 0.199 81.97 (80 H119 039
1703.7364 -3.1 -1.8 43.5 29.2 1.751 17.36 C98 H11l 026
1703.7293 4.0 2.3 -0.5 32.4 5.010 0.67 C62 H127 052
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1017 formula(e) evaluated with 2 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-130 O:0-200

RAPO-1-3
20160104-10 1457 (11.670) 1: TOF MS ES-
1.57e+002
100~ 1847.7754
| 1848.7976
*] 17829102 1872.7528
1845.9757 1857.2994
1 1790 6877 1809.158&71813'9072 1827.2778 1 (1861 el 1884 5151
. ] T T i | -

1780 1790 1800 1810 1820 1830 1840 1850 1860 1870 1880 1890

Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1847.7754 1847.7751 0.3 0.2 23.5 37.1 0.272 76.17 (C86 H127 043
1847.7786 -3.2 -1.7 455 38.2 1.434 23.83 (€104 H119 030
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

899 formula(e) evaluated with 4 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 O©:0-200

RAPO-1-3
20160104-10 1483 (11.876) Cm (1476:1486) 1: TOF MS ES-
4.05e+003
100 1455.6478
] 1456.6361
% 1457.6149
7 1588.7118
, 1458.7208 1570.1917
| 1361.41461383.5641 1417 3131 ( 1487.5966 15235216 1592.6071
0 ‘Hh‘h“‘(‘w\\“w‘\\‘m‘hl “w‘\KH‘MU\‘\M‘H‘u} UWHM \m\‘H‘H‘H‘\U\“U‘\“\H\HW‘MM\MH‘ : ‘UW!\“\‘\‘H“H\“\‘\!\““(“!\“M‘H! \‘MH ‘HH‘\‘H“H‘H‘H!“H“\‘MMH\UUM“‘H‘\‘H\“\‘H‘H‘\H‘H‘ H m/z

1360 1380 1400 1420 1440 1460 1480 1500 1520 1540 1560 1580 1600 1620

Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1455.6478 1455.6432 4.6 3.2 19.5 21.6 0.054 94.73 C70 H103 032
1455.6491 -1.3 -0.9 10.5 24.9 3.376 3.42 C63 H107 037
1455.6526 -4.8 -3.3 32.5 25.7 4.186 1.52 C81 H99 024
1455.6468 1.0 0.7 41.5 27.2 5.705 0.33 €88 H95 019
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1057 formula(e) evaluated with 3 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:

C:0-500 H:0-1000 O©:0-200

RAPO-1-3
20160104-10 1568 (12.556) Cm (1560:1568) 1: TOF MS ES-
4.11e+003
1587.6890
100 i 1588.6769
7 1589.6815
%7
1 1590.7264
R 161 4
] 15286833 15426904 1571 7065 ( (6 0.3884 oo agap 16555859 [0 1683.5665
0 \\U\Hh‘MJﬂ\wm\JU\ﬂﬁﬂ\M\UwuyHﬂuj\hwWﬂppy“umwﬂ‘“MMJNUM\MMM‘JM\MMMJU\WWujuhhwmwﬂju\wMNMJu\rHJ\\mewquﬁuuhM miz
1520 1540 1560 1580 1600 1620 1640 1660 1680
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1587.6890 1587.6855 3.5 2.2 20.5 21.3 0.156 85.56 C75 H111l 036
1587.6890 0.0 0.0 42.5 23.5 2.354 9.50 C93 H103 023
1587.6914 -2.4 -1.5 11.5 24.1 3.008 4.94 C68 H115 041
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

218 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:

C.65-85 H:0-130 0O:0-70

RAPO-1-3
20160104-10 1621 (12.986) Cm (1614:1637) 1: TOF MS ES-
7.82e+003
100- 1731.7245
] 1733.7230
%7
] 1734.7526 1753.6881
1 1673.4088 1755.6694 1769.7832
1735.7991
] ( 1685.3712 1703 44211707.9385 (( ‘( 17906875 1805.4207
0 M\\H\H\(Mwmwh\\H\H\M\\KM\H\H\H\H\H\H\\ N\H\\\M\\\ \\MN\\H\\ ‘HN\\\\\H‘H‘M\N\w\\‘MW‘\H\\\ miz
ST A R ML TR N A R IR AT RA NN MR A A NER NS ANNE N U SRR RN NP AR RN NN FRIRA NN AL AT RO RN AT

1680 1690 1700 1710 1720 1730 1740 1750 1760 1770 1780 1790 1800 1810

Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1731.7245 1731.7278 -3.3 -1.9 22.5 21.3 n/a n/a C81 H119 040
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

218 formula(e) evaluated with 2 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:

C.65-85 H:0-130 0O:0-70

RAPO-1-3
20160104-10 1869 (14.964) Cm (1862:1872) 1: TOF MS ES-
8.24e+003
770.5660
100+
i 219.0171
| 1571.6882
i 1572.6445
1116.9366
%] 232.0412 1573.6300
4 311.1009 908.6127
] 243.0823 502.9994 989.6166 1542.6088 11574 6560
' ' 990.5071 1340.5684 1814.2681 1905.3428
0 m/z
200 400 600 800 1000 1200 1400 1600 1800 2000
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1571.6882 1571.6906 -2.4 -1.5 20.5 24.9 0.149 86.17 C75 H111l 035
1571.6847 3.5 2.2 29.5 26.7 1.978 13.83 (€82 H107 030
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
217 formula(e) evaluated with 2 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:
C:65-85 H:0-130 O:0-70

RAPO-1-3
20160104-10 1971 (15.783) Cm (1917:1982) 1: TOF MS ES-
8.51e+003
100 1685.7269
7 1687.7371
%7
B 1688.7653
] 1672-3773 16745374 16789012  1683.3016 ‘ (1690-9265 f694'7411 16988334 17021113
: A T
1670.0 1675.0 1680.0 1685.0 1690.0 1695.0 1700.0
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1685.7269 1685.7223 4.6 2.7 22.5 33.8 0.149 86.20 (C80 H117 038
1685.7282 -1.3 -0.8 13.5 35.6 1.980 13.80 C73 H121 043
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Single Mass Analysis
Tolerance =5.0 mDa / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
217 formula(e) evaluated with 2 results within limits (up to 20 best isotopic matches for each mass)
Elements Used:
C:65-85 H:0-130 O:0-70
RAPO-1-3
20160104-10 2059 (16.486) Cm (2059:2081) 1: TOF MS ES-
2.18e+004
100 1673.7257
1 1675.7222
%7
. 1676.7249
1 1677.7859
o | 1652,90031656,4036 1657.0900  1664.4060 1670.0287 ( r ‘ 16854972 10877092 1693 4152 /
L o o B e o L I B o L B L L o L LA 0 e o O 11 74
1655.0 1660.0 1665.0 1670.0 1675.0 1680.0 1685.0 1690.0 1695.0
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
1673.7257 1673.7223 3.4 2.0 21.5 20.8 0.006 99.43 C79 H117 038
1673.7282 -2.5 -1.5 12.5 26.0 5.167 0.57 C72 H121 043
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
217 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:
C:65-85 H:0-130 O:0-70

RAPO-1-3
20160104-10 2167 (17.350) 1: TOF MS ES-

3.04e+002
100 1817.7638
: 1818.7277
4 1819.7698
%7
i 1839.7463
: 1747 8533 17622711 1780 5208 16043662 1820.7946 1840.7375 1873.2202 1688.5837
0 ‘Mdk thtwﬁﬂﬂlhhl‘é‘JLHWNJNJ“JU‘M‘ Jﬂ‘hlw‘JmJtH “Jk m/z
1740 1760 1780 1800 1820 1840 1860 1880
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1817.7638 1817.7645 -0.7 -0.4 23.5 64.7 n/a n/a C85 H125 042



Elemental Composition Report

Single Mass Analysis

Page 1

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

217 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:

C:65-85 H:0-130 O:0-70
RAPO-1-3

20160104-10 2376 (19.025)

100 219.0285
1116.9281
b 232.0468
%7
i 233.0415
] 371.1861 479.4812
0
200 400 600
Minimum:
Maximum: 5.0 10.0
Mass Calc. Mass mDa PPM

1409.6400 1409.6378 2.2 1.6

1: TOF MS ES-
6.05e+002

908.8846
1409.6400

704.3093908.3834 1410.6332

704.8201  |909.3784

705.3261 1411.6278

909.8843 1217.7595 1648.9139 1836.9886
m/z
1000 1200 1400 1600 1800

i-FIT Norm Conf(%) Formula
51.6 n/a n/a C69 H101 030
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