LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4161-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125830.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 497 506 512 rVB 62900 78623 1.54% 0.122%
2 5.463 569 574 577 rBV 4218984 4058474 79.67% 6.311%
3 6.469 740 745 748 rBV 3541589 4047570 79.45% 6.294%
4 6.845 805 809 812 rBV 1375841 1127035 22.12% 1.752%
5 6.922 819 822 826 rVB 140378 105306 2.07% 0.164%
6 7.404 899 904 907 rBV 2956666 2632376 51.67% 4.093%
7 8.028 1006 1010 1015 rBV 761137 647941 12.72%  1.008%
8 8.122 1023 1026 1029 rBV 1685127 1476147 28.98% 2.295%
9 9.198 1205 1209 1212 rBV 5253299 4437968 87.12% 6.901%
10 9.516 1260 1263 1265 rBv2 72279 62757 1.23% 0.098%
11  9.539 1265 1267 1270 rVV 154951 122152 2.40% 0.190%
12 9.604 1272 1278 1281 rVV5 37672 71139 1.40% 0.111%
13 9.639 1281 1284 1288 rVB 151751 121796 2.39% 0.189%
14  9.875 1319 1324 1327 rBV 1772057 1543324 30.30% 2.400%
15 9.910 1327 1330 1333 rVB 139888 139379 2.74% 0.217%
16 9.998 1342 1345 1349 rBV 162611 154425 3.03% 0.240%
17 10.033 1349 1351 1355 rVB 63276 54301 1.07% ©0.084%
18 10.551 1437 1439 1442 rVB2 70124 55717 1.09% ©0.087%
19 10.663 1454 1458 1461 rBV 2785799 2374664 46.61% 3.692%
20 10.786 1476 1479 1483 rVB2 72236 71914 1.41% 0.112%
21 11.022 1516 1519 1524 rBV3 88486 82944 1.63% 0.129%
22 11.227 1550 1554 1557 rBV5 40053 59676 1.17% 0.093%
23 11.304 1565 1567 1571 rBV 121569 120152 2.36% 0.187%
24 11.357 1571 1576 1579 rVV 1543962 1332374 26.15% 2.072%
25 11.392 1579 1582 1584 rVV2 348155 347149 6.81% 0.540%
26 11.416 1584 1586 1592 rVB2 195887 188755 3.71% 0.294%
27 11.498 1597 1600 1603 rVB 97144 91965 1.81% 0.143%
28 11.580 1611 1614 1621 rBV3 135683 172862 3.39% 0.269%
29 11.751 1641 1643 1646 rVB 76648 69485 1.36% 0.108%
30 11.816 1650 1654 1657 rBV 256305 273733  5.37% 0.426%
31 11.851 1657 1660 1663 rVB3 187415 189233  3.71% 0.294%
32 11.892 1663 1667 1670 rBV 1393231 1209214 23.74% 1.880%
33 12.057 1692 1695 1704 rVB2 447738 453421 8.90% 0.705%
34 12.145 1707 1710 1713 rBV3 90012 103542 2.03% 0.161%
35 12.174 1713 1715 1720 rVB5 56373 64801 1.27% 0.101%
36 12.251 1725 1728 1731 rVV 94185 94167 1.85% 0.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4161-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.286 1731 1734 1736 rVWV3 80348 94512 1.86% ©.147%
38 12.310 1736 1738 1740 rVB 91928 74845 1.47% ©.116%
39 12.439 1757 1760 1761 rBV2 57219 57707 1.13% ©0.090%
40 12.457 1761 1763 1766 rVB2 113627 105307 2.07% 0.164%
41 12.510 1767 1772 1778 rBV2 296836 393968 7.73% 0.613%
42 12.569 1779 1782 1784 rBV ~ 342680 313467 6.15% 0.487%
43 12.616 1784 1790 1797 rVV 1048176 1258918 24.71%  1.958%
44 12.674 1797 1800 1805 rVV 391382 424738 8.34% 0.660%
45 12.739 1809 1811 1814 rVB 111403 90005 1.77% ©.140%
46 12.798 1819 1821 1828 rVB 257548 290674 5.71%  0.452%
47 12.945 1842 1846 1849 rBV 3887717 3348910 65.74% 5.207%
48 13.180 1884 1886 1890 rBV3 92365 116346 2.28% ©.181%
49 13.216 1890 1892 1897 rVWw4 68653 100341 1.97% 0.156%
50 13.380 1917 1926 1921 rBV 371391 306726 6.02% 0.477%
51 13.516 1941 1943 1946 rBV2 84482 90079 1.77%  ©.140%
52 13.551 1947 1949 1955 rVB5 92022 121605 2.39% 0.189%
53 13.680 1968 1971 1973 rBV2 117119 125576 2.47% 0.195%
54 13.704 1973 1975 1978 rVB3 129515 111078 2.18% ©0.173%
55 13.774 1984 1987 1988 rBV 112243 88441 1.74% ©.138%
56 13.798 1988 1991 1995 rVwv2 341847 340625 6.69% ©.530%
57 13.845 1996 1999 2009 rVB2 619547 758956 14.90%  1.180%
58 13.921 2009 2012 2017 rBV 266780 275942 5.42% ©.429%
59 13.992 2020 2024 2027 rVV2 1150052 1271747 24.96%  1.977%
60 14.021 2027 2029 2033 rVB 190571 154661 3.04% 0.240%
61 14.474 2102 2106 2113 rBV2 784704 1133300 22.25% 1.762%
62 14.627 2128 2132 2136 rBV 3107014 2797999 54.92%  4.351%
63 14.851 2167 2170 2176 rVB 337346 344921 6.77%  ©0.536%
64 14.915 2179 2181 2187 rVB2 120185 120429 2.36% ©.187%
65 15.027 2197 2200 2204 rBV 142624 190197 3.73%  ©.296%
66 15.110 2210 2214 2217 rBV 1131724 1349374 26.49%  2.098%
67 15.139 2217 2219 2226 rVB 703737 829135 16.28%  1.289%
68 15.451 2268 2272 2276 rBV2 658410 791088 15.53%  1.230%
69 15.927 2348 2353 2358 rBV 932543 1328382 26.08% 2.066%
70 15.980 2358 2362 2370 rVB 239055 421760 8.28% 0.656%
71 16.192 2395 2398 2409 rVB2 217180 388586 7.63% ©0.604%
72 17.027 2536 2540 2546 rVB2 211459 388052 7.62% 0.603%
73 17.098 2547 2552 2557 rBV7 238448 586702 11.52% 0.912%
74 17.274 2576 2582 2590 rBV6 364759 809335 15.89%  1.258%
75 17.521 2615 2624 2637 rBv4 1257986 5094254 100.00%  7.921%

76 17.845 2674 2679 2683 rBV6 193587 434064 8.52% 0.675%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4161-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.980 2695 2702 2712 rBV 500767 1794967 35.24% 2.791%
78 18.080 2713 2719 2728 rVB4 834003 2273434 44.63%  3.535%

79 18.368 2754 2768 2779 rBv4 922815 3728157 73.18% 5.797%
80 18.533 2791 2796 2810 rVB5 333602 955823 18.76% 1.486%

Sum of corrected areas: 64311614
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125830.D\data.ms

5000000
5.463
4000000
6.469

3000000 7.404

2000000

6.845

1000000

5.063 922

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125830.D\data.ms
5000000 9.198

12.945
4000000

3000000 10.663

2000000 8.122 9.875

1000000{ g g

|| ogRe 99988 10.55[10.786.1.02(1 3313
oLb—— — A e e e T S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125830.D\data.ms
5000000
4000000
14.627
3000000
2000000

1000000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52

Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.028 8.78 ng 647941 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)-
2 Ethanol, 1-(2-butoxyethoxy)-

162 C8H1803
162 C8H1803

3 Ethylene glycol monoisobutyl ether 118 C6H1402

4 Propanoic acid, 2-hydroxy-, 2-me...
5 3,3-Dimethylbutane-2-0l

146 C7H1403
102 C6H140

Abundance Scan 1010 (8.028 min): BF125830.D\data.ms (-1006) (-)

000112-34-5 90
054446-78-5 83
004439-24-1 64
000585-24-0 53
000464-07-3 50

m/z 57.05 100.00%

57.0
5000
39 ' 7.80 8.00 8.20 8.40
39 ‘ 101.0 1311 .
0 ‘H"H‘ﬁHMwJMMMH}Mm,m‘_m,m m/z 45.10  86.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L L B L I R
7.80 8.00 8.20 8.40
29.0 750
: m/z 41.05 31.63%
101.
T =
O\\\‘\!‘\\“‘l‘\\ \\U\“\‘}\\U\\\\’\\}\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
RN R
7.80 8.00 8.20 8.40
5000 ITI z 75.00 19.83%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether R RRaEEEE
57.0 7.80 8.00 8.20 8.40
m/z 56.10 15.74%
5000
29.0 75.0
0 ol e — AU LS NS
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.892 18.15 ng 1209210 Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1667 (11.892 min): BF125830.D\data.ms (-1663) (1 m/z 73.00 100.00%

73.0
43.1
5000 129.0
213.2 — -
157.1185.1 11.50 12.00
01 m/z 60.00 81.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — ==
213.0 11.50 12.00
‘ 157.0 185.0 m/z 43.10 78.22%
O ’1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
= ——
43.0 11.50 12.00
5000 129.0 m/Z 57.10 68.90%
171.0
‘ 214.0
0 _‘MHJM‘ . HHm ‘m‘u_um‘m‘ 8 N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid = T
73.0 11.50 12.00
1290 m/z 55.05 60.40%
5000, 43.0
185.0 228.0
o,(ﬁ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(tetradecyloxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.845 11.94 ng 758956 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 83

Abundance Scan 1999 (13.845 min): BF125830.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1

% 1350 1400
1 230.1 : :
oML 8080 e M/z 43.10 78.39%
m/z--> 0 50 100150200 250 300 350400 450500550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — —
13.50 14.00
m/z 71.05 62.30%
L ‘ .0196.0
0 T \U\ J Tr
m/z--> 0 50 100150200 250 300 350400 450500 550 600 650
Abundance #339001: Octacosyl trifluoroacetate
57.0
— 7
13.50 14.00
5000 m/z 55.10 61.75%
ol hx ) ‘208 0278.0 364.0437.0 ML’
“HW‘HW‘H‘_H‘_H‘“H_‘H_‘H‘HH‘HH‘H‘WH‘WH‘W‘
m/z--> 0 50 100150200 250 300 350400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester — T
57.0 13.50 14.00
m/z 83.10 58.64%
B WM
o] FF, ) 220 3600 648,
e e e e e e e e — —
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Heneicosyl formate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.474 17.82 ng 1133300 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
4 Heptadecane 240 C17H36 000629-78-7 83
5 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 70

Abundance Scan 2106 (14.474 min): BF125830.D\data.ms (-2102) (- m/z 57.10 100.00%
57.1

=

5000
F 14.50
71 2401 :
okl 2002 820 e m/z 43.10  65.45%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T
14.50
m/z 71.10 64.46%
P 1980 2020
‘\H‘HFwHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #209740: 1-Docosene
57.0
——
14.50
5000 ITI/Z 83.10 52.13%
308.0
]kg.o
m/z--> 0 50 100150200250 300 350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 14.50

m/z 55.10 52.07%

5000

~

ol i %Fi?‘ 2520 369.0 648.!
BEENEEY U OUDTHR SRR a2 —

m/z--> 0 50 100150200 250 300 350400450 500550600650 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.627 44.00 ng 2798000 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 76
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 Acetic acid, [4-(4-methyl-1-pipe... 262 C14H18N203 346699-90-9 22
4 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H3204 1000339-14-1 22
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 14

Abundance Scan 2132 (14.627 min): BF125830.D\data.ms (-2128) (1 m/z 70.05 100.00%

70.0
149.0
5000 261.1
—— —
M h ‘ i ‘ ‘ 14.50 15.00
ob AL, | 11891 ] | 38331373 .5 149.00  67.10%
m/z--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 iJSd ide
' 261.0 : .
m/z 261.10 49.35%
29.
0 \“\ ‘\‘ ‘”‘\‘“ L\‘ T ““\ \L \‘\ } I \\2?5\9\ T \‘ T ‘\ T \3\3\3\0‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112'0 T ‘ T T ‘ T
167.0 261.0 14.50 15.00
5000 ITI/Z 112.05 48.33%
o M h‘ Il | ‘ | 2050 | 3000 3610
L e B o e I
miz--> 50 100 150 200 250 300 350
Abundance #150472: Acetic acid, [4-(4-methyl-1-piperazinylcarbonyl) — —
70.0 14.50 15.00
m/z 167.00 35.26%
5000
121.0
O “\ \H L L i \‘\ ‘ 16\3.0 218'0 262'0
e I o T e L —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Squalene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.851 8.72 ng 344921 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 68
5 2,6-Octadiene, 1-(2-bromophenoxy... 308 C16H21BroO 1000163-04-5 53

Abundance Scan 2170 (14.851 min): BF125830.D\data.ms (-2167) (- m/z 69.10 100.00%

69.1
5000
137.1 14‘56 ‘15‘00‘
0l ‘ ok “" yhdy 2911 2581207.134133842 ., 8110 55.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 — e
14.50 15.00
m/z 41.10 18.97%
121.0
o270 |1 L1 )] 1750 23102730 3410 410,
\\\‘\ \‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— ——

14.50 15.00
5000 m/z 95.10 14.68%
137.0
0270 iy ) gl 1910 2730 3410 4104
e e e S SR
miz--> 50 100 150 200 250 300 350 400
Abundance #222645: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t — ——
69.0 14.50 15.00
m/z 137.05 11.49%
5000
136.0
‘ ‘ 189.0 3180
02‘ ] \‘u‘ \H\ “\H‘\H‘ ‘M ‘\\H\‘ H‘ e “‘2‘3‘3"?2‘7“5"‘0‘ ‘L‘ e — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.110 34.11 ng 1349370 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2214 (15.110 min): BF125830.D\data.ms (-2210) (- m/z 57.10 100.00%

57.1
5000
9.0 T ‘ T T ‘ T
‘ ‘ ‘ 41.1 15.00 15.50
ol yil | | 17}18322252268130013512 0 7110 69.91%
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 T =
15.00 15.50
9.0 m/z 43.10 53.88%
| | “ | }41.0183.0225.0067.0 3380
[ \“‘ il \m\“‘ \h\“\ { “‘\“\ \“\" T T \.\ T \‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 53.82%
9.0
oL 111599 1610183025 2080
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T =
57.0 15.00 15.50
m/z 55.05 20.66%
5000
‘ 9.0
41.0
o5 LI 100750 200 e
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF100721.M Thu Oct 14 12:13:09 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.139 20.96 ng 829135 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 87

Abundance Scan 2219 (15.139 min): BF125830.D\data.ms (-2217) (- m/z 83.10 100.00%

2 @Jt
411 25.1
—— —
| ‘ 6712080220 365 15.00 15.50
ol AALLL L JO712080 ] 83623793 ., 97,10  95.27%
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 1.0 T —
15.00 15.50
m/z 69.10 71.10%
ol \H ‘ | ‘w 4159010502360 29203340 392
\\\\‘ ‘\\\\‘\\\\ \\\‘\\ \\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
15.00 15.50
5000 ITI/Z 55.10 63.99%
9.0
ol ALLLLL 2002002002000 MJ\L
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T —
57.0 15.00 15.50
m/z 57.10 56.92%
111.0
5000
0 ! ‘ \H\ \H\]T‘ d\ ! 195 0236.0278.0320.0 378.0
il “‘ P T T T T — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.927 33.58 ng 1328380 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2353 (15.927 min): BF125830.D\data.ms (-2348) (- m/z 57.10 100.00%
57.1

> A\J\M,AA;AMAJ
16.00
ol Hwh‘ y H (0912251 28018232 3922 ./ 7119 72.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 L
16.00
m/z 85.10 56.41%
130
O ‘\ uh\ \“\ h \‘ \‘ 169\0 \2250 2810 33\80
\\\\‘\\\’\\\‘\\\\‘\\\\‘\\f\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123958: Heptadecane
57.0
—
16.00
5000 ITI/Z 43.10 51.78%
\‘ | 1130 1600 2400
oL A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- —
57.0 16.00
m/z 55.10 20.55%
- \/\V\/V\A/MM
obclLLLTT 000 2250 g0 3ss0_ .
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 11-Tricosene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.980 10.66 ng 421760 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tricosene 322 C23H46 052078-56-5 83
2 1-Hexacosene 364 C26H52 018835-33-1 68
3 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 073002-85-4 62
4 1-Heptacosanol 396 C27H560 002004-39-9 60
5 Octacosanol 410 C28H580 000557-61-9 55

Abundance Scan 2362 (15.980 min): BF125830.D\data.ms (-2358) (1 m/z 83.10 100.00%
1

83
5000
157.1 231.1 i6bd
o33 ‘M Lo N‘““‘w‘“s etk 200035003982 97 10 83.21%
mlz--> 50 100 150 200 250 300 350 400
Abundance #227235: 11-Tricosene
43.0
5000 L
7.0 16.00
m/z 57.10 70.42%
0 | 11540 2100 2660 3220
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
—
16.00
5000 11.0 m/z 69.10  62.96%
0~ w“w : \‘ T “w‘ f \“‘\ ‘H‘ w“‘w “h ]ﬂ‘ewaow T “2‘3$‘0‘ ‘2‘9‘2‘.0“ T \3‘6\4\\0\ T W\/\j\w\
miz--> 50 100 150 200 250 300 350 400
Abundance #171315: Decane, 5,6-bis(2,2-dimethylpropylidene)-, (Z,Z e
83.0 16.00
m/z 43.10 51.51%
5000
29.
139.0 221.0
ddod, | | 2780
0! e e
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 6-Methoxy-2,7,8-trimethyl-2... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.192 9.82 ng 388586 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methoxy-2,7,8-trimethyl-2-(4,8... 430 C29H5002 079306-82-4 95
2 Vitamin E 430 C29H5002 000059-02-9 94
3 dl-.alpha.-Tocopherol 430 C29H5002 010191-41-0 94
4 .alpha.-Tocopherol-.beta.-D-mann... 592 C35H6007 1010156-68-2 83
5 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3 007472-18-6 45
Abundance Scan 2398 (16.192 min): BF125830.D\data.ms (-2395) (-  m/z 165.10 100.00%
165.1
5000
430.¢
43.1 16 00 16 50
1050
0L iyl 22112081 83613813 | n/z 164.00  30.94%
mlz--> 50 100 150 200 250 300 350 400
Abundance #318375: 6-Methoxy-2,7,8-trimethyl-2-(4,8,12-trimethyltric
165.0
430.(
5000
1600 1650
m/z 430.40  28.34%
43.0
O 1T \“‘H\J\‘ T \‘ ‘ \ \J \”\ " T \‘a:\l-\g.\()\ ‘ \\z\sg‘q \3\4\4.‘.\0\ T ‘ T 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #318344: Vitamin E
165.0
— Py
16.00 16.50
50001 430 m/z 166.05 11.20%
430.(
0 L“"L‘?mw‘““%‘19-9‘2‘7‘5-9‘“3%“1‘-9“_”\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #318349: dl-.alpha.-Tocopherol T —
165.0 16.00 16.50
m/z 431.35 8.65%
5000
430.(
43.0
ol d 820 o 1 2190 2680 3440 | N | fY'S—
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.027 9.81 ng 388052 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptacosane 380 C27H56 000593-49-7 93
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87

Abundance Scan 2540 (17.027 min): BF125830.D\data.ms (-2536) (- m/z 57.10 100.00%

57.1
5000
17.00 |
- M 144 Lk ¥§?“2‘2‘1‘§ . 296134823902 . 5116 74.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — :
17.00
m/z 85.10 62.11%
O “‘\”‘\‘\“‘\“\“‘1\6\9\()\‘2\2\5\\0‘\\2\9\6‘\()\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
—T I
17.00
5000 ITI/Z 43.10 54.27%
oL L1 ]11‘3‘0‘1‘69.0 225.0 281.0 380.0
T L e B e
miz--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 17.00
m/z 55.00 21.37%
- MM
113.0
0 L “\ I J L 183.0 239.0 296.0
e B B e e
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Stigmasterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.098 14.83 ng 586702 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 99
2 Stigmastan-6,22-dien, 3,5-dedihy... 394 C29H46 107304-12-1 90
3 Chondrillasterol 412 C29H480 000481-17-4 55
4 Methyl (25rs)-3.beta.-acetoxy-5-... 472 C30H4804 103160-13-0 49
5 Stigmasteryl tosylate 566 C36H5403S 053139-42-7 28
Abundance Scan 2552 (17.098 min): BF125830.D\data.ms (-2547) (- m/z 55.10 100.00%
5I:
147.1 2559
5000 55.
412.3
351.3 U 1
! 199.f 300.1 17.00 17.50
oL LA m/z 83.10 76.13%
mlz--> 50 100 150 200 250 300 350 400
Abundance #309443: Stigmasterol
553.0
5000 —— :
17.00 17.50
m/z 69.00  73.13%
0 \“\ ‘\“"\Hl‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #298440: Stigmastan-6,22-dien, 3,5-dedihydro-
55.0
—— —
17.00 17.50
5000 ITI/Z 81.05 71.82%
1450 255.0 394.0
o) — “\‘M “ \ \Mw‘w\dd\\‘\‘ ﬂ“‘ \1\‘9‘9‘0‘ — ‘n . ‘30‘9‘0‘ R RREELmaE
miz--> 50 100 150 200 250 300 350 400
Abundance #309449: Chondrillasterol T —
55.0 17.00 17.50
271.0 m/z 97.10 62.01%
: N
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknownl7.274

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.274 20.46 ng 809335 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastanol 416 C29H520 019466-47-8 68
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 47
3 Aciphyllene 204 C15H24 087745-31-1 47
4 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 44
5 Lupeol 426 C30H500 000545-47-1 38

Abundance Scan 2582 (17.274 min): BF125830.D\data.ms (-2576) (-]

m/z 215.15 100.00%

95.1 21p.2
43.1
149.1
5000
401.3 —— N
‘ 290.3 344 17.00 17.50
E—) m/z 95.10  82.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #311664: Stigmastano
43.0
107.0 215.0
165.0
5000 416.0 T T
17.00 17.50
{ m/z 107.05 78.12%
290.0
ol M gL ) 200 o ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #80487: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy
107.0
—— —
41.0 17.00 17.50
m/z 43.10 73.44%
5000 ‘ 189.0
oL AALLLL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #80102: Aciphyllene T —
95.0 17.00 17.50
m/z 189.10 72.03%
189.0
5000 41.0
O““ 'l,, — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.521 128.79 ng 5094250 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 83
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 50
4 Campesterol 400 C28H480 000474-62-4 35
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 15
Abundance Scan 2624 (17.521 min): BF125830.D\data.ms (-2615) (- m/z 43.10 100.00%
43.1
107.1
5000 59.1 2132
303.3
414
T \
256. 354.3 17.50
oLyt m/z 107.10 71.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — :
145.0 414.( 17.50
2130 3030 m/z 145.00  67.46%
0 A ,“‘\“1 .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
T \
17.50
5000 ITI/Z 55.05 66.18%
107.0 414.(
161.0 213.0 303.0
‘H 257. 354.0
oLy
miz--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- — ‘
43.0 17.50
m/z 95.10 64.81%
5000 91.0 145.0 382.0 M
olHi —
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 (13R)-13-Methoxylabda-7,14-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.845 10.97 ng 434064 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (13R)-13-Methoxylabda-7,14-diene 304 C21H360 1000433-01-5 60
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 60
3 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 46
4 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 43
5 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 43

Abundance Scan 2679 (17.845 min): BF125830.D\data.ms (-2674) (1  m/z 204.15 100.00%

204.2
135.1
69.1
5000 287.1
P P
3531 4114 17.50 18.00
0! m/z 135.05 76.55%
mlz--> 50 100 150 200 250 300 350 400
Abundance #204961: (13R)-13-Methoxylabda-7,14-diene
204.0
5000 — —
109.0 17.50 18.00
41.0 m/z 133.00  65.31%
257.0
O T ‘h“\ i ‘LU‘\‘HN‘HT M\H“\ F%\Q\ ““ L “\ T \3\0‘4.\.\0\ T ‘ TTTT ‘ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
P P
17.50 18.00
5000 m/z 69.10  55.49%
95.0
41.0 ‘ f
0 ‘H‘\‘\m } L1 “‘HH‘HH‘HH‘HH‘HH
miz-> 50 100 150 200 250 300 350 400
Abundance  #79786: 1-(4-Amino-2-methylphenyl)-2-piperidinone — —
204.0 17.50 18.00
107.0 m/z 107.05  52.54%
h M
O — \‘H ‘m“m‘ M ‘ui‘ﬂ“‘ \\\U“‘hlﬁ%?@ “ R o I B ‘ . —
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 .beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.980 45.38 ng 1794970 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrin 426 C30H500 000559-70-6 91
2 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 87
3 .beta.-Amyrone 424 C30H480 000638-97-1 87
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 78
5 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 68

Abundance Scan 2702 (17.980 min): BF125830.D\data.ms (-2695) (1  m/z 218.20 100.00%

218.2 ' '
5000
18.00
ol H ]{ I M | *“h‘ }“ ! “‘u \' Lt 2BLL %31 4290 4/ 203.15  65.86%
mlz--> 100 150 200 250 300 350 400 450
Abundance #316495: .beta.-Amyrin
218.0
5000 T
18.00
69.0 m/z 95.10 21.85%
O T H h\ “\‘ ‘u \”“m\ “I ;w\ ‘h‘ ‘f‘\ T L d =T ‘2‘\7\2\.\0‘ TTT \3‘6\5\.\0\ ‘4\2\?.\0‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
—
18.00
5000 ITI/Z 189.10 19.95%
’ ‘ 1190
ol libllligsag ] 2700 390 468
miz--> 50 100 150 200 250 300 350 400 450
Abundance #315395: .beta.-Amyrone 7
218.0 18.00
m/z 105.00 17.69%
5000
55.0
161.0 424.0
0 m\ M‘ \J AIHL‘\MMMm 0 -~ E i -
mlz--> 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Lupeol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.080 57.48 ng 2273430 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 58
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 50
3 Longifolenaldehyde 220 C15H240 019890-84-7 47
4 Sesquirosefuran 218 C15H220 039007-93-7 46
5 1,6-Dihydropyridazine-3-carboxyl... 273 C13H8FN303 1000304-05-0 35

Abundance Scan 2719 (18.080 min): BF125830.D\data.ms (-2713) (- m/z 95.10 100.00%

93.1
241.2
5000{ 41.
T \
18.00
0! m/z 109.10 84.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #316484: Lupeol
95.0
189.0
43.
5000 A
18.00
426.0 m/z 81.10 76.05%
‘ ‘ 257.0 31503650
ol L‘ M‘H‘I‘ I ‘H‘H\l I b \r o ‘\u‘ ‘h\‘ — [ ‘ \‘L‘ —
m/z--> 50 100 150 200 250 300 350 400
Abundance #315404: Lup-20(29)-en-3-one
109.0 205.0
55.0 — |
18.00
5000 m/z 107.10  74.98%
313.0 424.0
| ‘ : 257.0 368.0
0 HH\‘ \h bl
m/z--> 50 100 150 200 250 300 350 400
Abundance #99184: Longifolenaldehyde — I
95.0 18.00
m/z 121.10 70.02%
41.0
9.0
o! M ‘”“‘H“M“H‘H,HH‘\\H‘HH‘HH ——
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 .alpha.-Amyrin Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.368 94.25 ng 3728160 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 99
2 .beta.-Amyrin 426 C30H500 000559-70-6 95
3 Urs-12-en-23-o0ic acid, 3- (acetyl... 512 C33H5204 1000505-76-4 83
4 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 83
5 Urs-12-en-3-0l, acetate, (3.beta. ) 468 C32H5202 000863-76-3 83

Abundance Scan 2768 (18.368 min): BF125830.D\data.ms (-2754) (-  m/z 218.15 100.00%

2182 '
5000
135.1
— 5
2731 18.00 18.50
0 ’\ "A ” “‘H*""“h ‘1'““\ 3280 B35 w7 135.65  31.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316497: .alpha.-Amyrin
218.0
5000 - e
18.00 18.50
550 122.0 m/z 95.10 31.33%
426.0
O T 1 \”“J\ILHU \‘”‘HL w ‘m\““ \‘l\J\l\ M\ \l T \‘2\7\2\ \O‘ \3\3\\9‘0\\ TT ‘ \ \‘\ T ‘ TTTT ‘ TT1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316496: .beta.-Amyrin
218.0
— —r
18.00 18.50
5000 m/z 203.10  30.17%
95.0 426.0
o8O bl 0| 27120 3650 1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339896: Urs-12-en-23-oic acid, 3-(acetyloxy)-, (4.beta.)- P —r
218.0 18.00 18.50
m/z 189.10 28.14%
5000
43.0 119.0
o Lbidld UMM L 280 smosso sz T ) o
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4d1e61-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 .gamma.-Sitostenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.533 24.16 ng 955823 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitostenone 412 C29H480 084924-96-9 76
2 Fumaric acid, 2-methoxyphenyl 8-... 368 C19H25C105 1000405-93-9 38
3 Cardoltriene 314 C21H3002 079473-24-8 38
4 Stigmast-4-en-3-one 412 C29H480 001058-61-3 35
5 Orcinol 124 C7H802 000504-15-4 35

Abundance Scan 2796 (18.533 min): BF125830.D\data.ms (-2791) (1  m/z 124.05 100.00%
124.1

50007 43.1 229.1

N

18.2018.4018.6018.80

0° m/z 229.10  45.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #309453: .gamma.-Sitostenone
124.0
5000 2290 LI AL L B L LB

18.2018.4018.6018.80
m/z 43.10 44.59%

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #276750: Fumaric acid, 2-methoxyphenyl 8-chlorooctyl e:
124.0
T
18.2018.4018.6018.80
5000 69.0 m/z 57.10 39.46%
2oLl jimo 280 asmo M/\J\m
m/z--> 50 100 150 200 250 300 350 400
Abundance #217649: Cardoltriene T
124.0 18.2018.4018.6018.80
m/z 147.05 21.81%
5000
79.0
314.0
0B2.L L‘ﬂ LA LX) 2000 0"

m/z--> 50 100

150 200 250 300 350 400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
Data File : BF125830.D

Acqg On : 13 Oct 2021 16:52
Operator : JU/CG

Sample : M4161-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.028 8.8 ng 647941 2 8.122 1476150 20.0
n-Hexadecanoic ... 11.892 18.1 ng 1209210 4 11.357 1332370 20.0
Ethanol, 2-(tet... 13.845 11.9 ng 758956 5 13.998 1271750 20.0
1-Heneicosyl fo... 14.474 17.8 ng 1133300 5 13.998 1271750 20.0
1,4-Benzenedica... 14.627 44.0 ng 2798000 5 13.998 1271750 20.0
Squalene 14.851 8.7 ng 344921 6 15.451 791088 20.0
Tetracosane 15.110 34.1 ng 1349370 6 15.451 791088 20.0
Octacosanol 15.139 21.0 ng 829135 6 15.451 791088 20.0
Heptadecane 15.927 33.6 ng 1328380 6 15.451 791088 20.0
11-Tricosene 15.980 10.7 ng 421760 6 15.451 791088 20.0
6-Methoxy-2,7,8... 16.192 9.8 ng 388586 6 15.451 791088 20.0
Heneicosane 17.027 9.8 ng 388052 6 15.451 791088 20.0
Stigmasterol 17.098 14.8 ng 586702 6 15.451 791088 20.0
unknownl7.274 17.274 20.5 ng 809335 6 15.451 791088 20.0
.gamma.-Sitosterol 17.521 128.8 ng 5094250 6 15.451 791088 20.0
(13R)-13-Methox... 17.845 11.0 ng 434064 6 15.451 791088 20.0
.beta.-Amyrin 17.980 45.4 ng 1794970 6 15.451 791088 20.0
Lupeol 18.080 57.5 ng 2273430 6 15.451 791088 20.0
.alpha.-Amyrin 18.368 94.3 ng 3728160 6 15.451 791088 20.0
.gamma.-Sitoste... 18.533 24.2 ng 955823 6 15.451 791088 20.0
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