LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc :

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42762.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.181 30 33 38 rvB3 7732 9371 0.76% 0.089%
2 3.622 105 108 121 rBV 55341 100002 8.16% 0.945%
3 5.181 371 373 376 rBV3 2110 1947 0.16% ©.018%
4 6.281 558 560 565 rBv4 1175 1590 0.13% 0.015%
5 6.604 612 615 618 rvB3 1192 1299 0.11% 0.012%
6 7.004 677 683 700 rBv4 30551 85641 6.99% 0.810%
7 7.175 707 712 725 rBV 121808 215131 17.55% 2.034%
8 7.351 736 742 760 rBV 129487 233342 19.03%  2.206%
9 7.828 817 823 835 rBvV 120618 210089 17.14% 1.986%
10 8.551 940 946 957 rBV 83326 169499 13.83% 1.602%
11 8.663 964 965 969 rVB3 1817 1226 0.10% 0.012%
12 9.028 1019 1027 1043 rBV 149280 298374 24.34% 2.821%
13 9.510 1105 1109 1111 rVB4 1137 1327 0.11% 0.013%
14  9.739 1139 1148 1160 rBV 123750 242406 19.77%  2.292%
15 9.916 1175 1178 1179 rVB2 1660 1244 0.10% 0.012%
16 10.151 1216 1218 1223 rVB3 795 1258 0.10% 0.012%
17 10.269 1231 1238 1257 rBV 163510 339416 27.69%  3.209%
18 10.416 1261 1263 1266 rVB4 1682 1361 0.11% 0.013%
19 10.580 1288 1291 1293 rBV4 963 1400 0.11% 0.013%
20 10.639 1295 1301 1314 rVB 161343 279969 22.84% 2.647%
21 10.745 1317 1319 1322 rBV4 1109 1542 0.13% 0.015%
22 10.816 1325 1331 1349 rBV 120134 290605 23.70% 2.747%
23 12.804 1665 1669 1674 rVB5 1063 1629 0.13% 0.015%
24 13.057 1708 1712 1718 rBV3 2733 4124  0.34% 0.039%
25 13.210 1736 1738 1741 rBV2 1142 1290 0.11% 0.012%
26 13.327 1751 1758 1762 rBv4 4167 6665 0.54% 0.063%
27 13.715 1823 1824 1828 rVB4 1588 1429 0.12% 0.014%
28 13.904 1849 1856 1870 rBV 420767 591334 48.24%  5.590%
29 13.992 1870 1871 1874 rVB3 1717 1252 0.10% 0.012%
30 14.110 1886 1891 1892 rBV5 1502 1698 0.14% 0.016%
31 14.121 1892 1893 1898 rVvB3 1134 1274 0.10% 0.012%
32 14.186 1898 1904 1914 rBV 422519 623335 50.85% 5.893%
33 14.415 1939 1943 1946 rBV4 1273 2067 0.17% 0.020%
34 14.486 1946 1955 1966 rVV 247632 377496 30.79%  3.569%
35 14.651 1982 1983 1987 rVB4 1329 1374 0.11% 0.013%
36 14.721 1990 1995 1999 rVB3 1771 2847 0.23% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc :

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION
37 14.786 1999 2006 2007 rBV5 4692 9409 0.77% ©.089%
38 15.015 2042 2045 2048 rBV4 1058 1386 ©0.11% 0.013%
39 15.221 2076 2080 2083 rVV5 4121 5767 0.47% 0.055%
40 15.268 2085 2088 2091 rVV3 2192 3188 0.26% 0.030%
41 15.304 2091 2094 2099 rVB2 5076 6461 ©.53% 0.061%
42 15.480 2117 2124 2136 rBV 541701 801818 65.40% 7.580%
43 15.627 2143 2149 2162 rBV 156805 259299 21.15% 2.451%
44 15.751 2169 2170 2174 rVB4 1328 1517 0.12% 0.014%
45 15.857 2183 2188 2194 rBV 29186 42025 3.43% 0.397%
46 16.098 2225 2229 2232 rBv4 2524 4024 0.33% 0.038%
47 16.127 2232 2234 2235 rBV 1696 1247 0.10% 0.012%
48 16.209 2246 2248 2251 rVB4 1573 1590 0.13% 0.015%
49 16.339 2268 2270 2276 rBv4 2101 2705 0.22% 0.026%
50 16.415 2278 2283 2286 rVV6 3998 5214 0.43% 0.049%
51 16.704 2330 2332 2334 rvVvB3 1439 1256 ©0.10% 0.012%
52 16.768 2342 2343 2347 rBvV2 1004 1262 0.10% 0.012%
53 16.833 2352 2354 2357 rBV3 1339 1490 0.12% 0.014%
54 16.921 2366 2369 2372 rVB4 1530 2265 0.18% 0.021%
55 16.962 2372 2376 2380 rBV6 1406 2191 0.18% 0.021%
56 17.239 2417 2423 2434 rBV 300603 438809 35.79% 4.148%
57 17.339 2434 2440 2457 rVV 592263 865232 70.58% 8.179%
58 17.492 2464 2466 2470 rVB5 2516 3169 0.26% 0.030%
59 17.568 2477 2479 2480 rBv2 2277 1449 0.12% 0.014%
60 18.092 2563 2568 2580 rBV 81916 150410 12.27% 1.422%
61 18.262 2595 2597 2600 rVB4 2423 2604 0.21% 0.025%
62 18.374 2613 2616 2621 rVB6 2605 4244 0.35% 0.040%
63 18.503 2634 2638 2643 rBV6 8341 10883 0.89% 0.103%
64 18.656 2660 2664 2667 rBV3 2668 3032 0.25% 0.029%
65 18.862 2697 2699 2701 rBV3 1554 1674 0.14% 0.016%
66 18.950 2712 2714 2718 rBV5 1737 2406 0.20% 0.023%
67 19.192 2752 2755 2759 rVB3 7202 9208 0.75% 0.087%
68 19.221 2759 2760 2762 rBV2 1965 1836 ©.15% 0.017%
69 19.268 2764 2768 2773 rVB5 7275 11450 0.93% 0.108%
70 19.374 2782 2786 2792 rBV2 31534 52024 4.24% 0.492%
71 19.509 2806 2809 2814 rBV5 4424 7788 0.64% 0.074%
72 19.633 2824 2830 2841 rBV 919608 1176612 95.98% 11.123%
73 19.821 2860 2862 2864 rBV3 2354 2014 0.16% 0.019%
74 20.109 2907 2911 2915 rBV7 5540 8585 0.70% 0.081%
75 21.086 3073 3077 3088 rBvV2 77422 123660 10.09% 1.169%

76 21.421 3129 3134 3146 rBV 365618 531203 43.33% 5.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

77 22.956 3392 3395 3403 rVB 36138 51959 4.24% 0.491%
78 23.556 3493 3497 3502 rBV 43824 72701 5.93% 0.687%

79 23.627 3502 3509 3527 rBV 615221 1225928 100.00% 11.589%
80 23.780 3529 3535 3546 rVB 269077 559328 45.62% 5.288%

Sum of corrected areas: 10578175
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM042762.D\data.ms

800000
600000
400000

200000 9.028 10.2690. 639

7.17851 7828 '
5622 8.551
3181 |\ 5.181 6.2816.604 7.00 8,663 9.510/0.916.1

0 T T T ‘ T T ‘ T T ‘ T T T ‘ T T T ‘ T T ‘ T T T ’ T T T T ‘ T T \ T ‘ T TT T ‘ T T T T ‘ T T T T ‘ L T ‘ T T T ‘ T T \ T T T T T ‘ T T
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7 OO 7.50 8.00 8.50 9.00 9. 50 10.00 10.50 11. 00 11.50
Abundance TIC: BM042762.D\data.ms
19.633
800000
17.339
600000 15.480
13.904.186
400000
17.239
14.486
200000 15.627
18.092
o 12.803TBIHP 71371 e tnses  lacremesmendiadm 820.100

Time--> 12.00 12.50 1300 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM042762.D\data.ms

800000

23.627
600000
21.421
400000 13-780
200000 23
21.086 22956 23
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

Time--> 21.00 21.50 22.00 22.50 23.00 2350 24.00 2450 25.00 2550 26.00 2650 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.857 2.23 ng/ul 42025  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 91
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90

Abundance Scan 2188 (15.857 min): BM042762.D\data.ms (-2183) (- | m/z 105.10 100.00%

771 105.1
5000 51.0 182.1

152.2 1550 1600
0 el el e e e b e m/z 77.18  92.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone
77.0 105.0
51.0 K
5000
1550 1600
182.0

m/z 51.05 51.34%

0 2? © I L | 126.0 15?'0 \‘\
TTTT ‘ TrTT ‘ T \ T ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ TTT
mi/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone

105.0

77.0 182.0 15.50 16.00
5000 ITI/Z 182.10 50.49%
51.0
0 27\'0 ~ Wl | 126.0 152 0
A L R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone ‘ A b
105.0 15.50 16.00
m/z 50.00 19.75%
77.0 182.0
5000
51.0
152.0 (\
126.0
0mWm““H‘le“mW“H‘Hu‘ulu‘uw“u — ‘/\“
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Tridecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.092 6.86 ng/ul 150410  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2568 (18.092 min): BM042762.D\data.ms (-2563) (- | m/z 43.05 100.00%
43.0
73.0
5000
129.1 213.2 T \
HH h“l 11 ‘ 157.2185.1 256.1 18.00
YSRURUR | YO N O O A m/z 41.05  91.44%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
5000 129.0 T I
18.00
171.0 m/z 60.10 91.25%
N
OJ\-\\I:_)\.R‘}H‘“‘HH!“\H\‘\‘H!\H““H‘M‘\‘\‘\\“\\}\“\\H‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
- p
18.00
5000 m/z 73.05 85.54%
129.0 2130 256.0
LA o | 15701850220
S 1Tt MR
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid T ‘
60.0 18.00
m/z 55.10 79.89%
5000 129.0
91.0 157.01g5 02130  256.0
oww‘mlu‘M‘HwLwh\‘m‘w‘:‘mw‘H‘_‘H_‘mew!_ et
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Eicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.086 4.66 ng/ul 123660  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 91
2 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Octadecene 252 C18H36 000112-88-9 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 3077 (21.086 min): BM042762.D\data.ms (-3073) (- | m/z 43.05 100.00%

43.0
3.1
5000
I

—
A 207.1 21.00
oLl ‘M‘%‘ (1062 | L1885, S50 se.51%
miz--> 50 100 150 200 250 300 350
Abundance #197433: 1-Eicosano
43.0
83.0
: ;

5000 \
21.00

m/z 57.05 78.85%

O T \“\‘ ““\ \ \‘H\‘h‘ ‘\ \“‘\ “\‘ “\67\(\)\ ‘ T \2\5‘2;0\ T ’ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #255049: Pentafluoropropionic acid, tridecyl ester
43.0
/\'\N\r\ /‘\r\l“’V\‘ T ‘

3.0 e

21.00
5000 m/z 41.10 68.96%
oL I \\‘ * h L0270 aa0 JVM
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol — I
55.0 21.00
97.0

- Ly
Ols'qh ‘\ I H‘ \‘ % \h A ]\-82 0 224 0 266 0 el s

\\\‘\‘\\‘\\ \\\\\\\\\\\‘\\\\’\\\\‘\ v\\‘\

m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.556 2.60 ng/ul 72701  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Eicosane 282 (C20H42 000112-95-8 91
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3497 (23.556 min): BM042762.D\data.ms (-3493) (- | m/z 57.10 100.00%
57.1
99.0 R |
‘ | ‘ 1411 2091 2851 355, 23.50
ol bbb L e b RS T mjz 43.05 76.64%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — ‘
23.50
m/z 71.10 69.06%
0 I H\ H\ H‘ 1 :\1'410 183.0 268.0
\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
e g
23.50
5000 m/z 85.10 45.21%
99.0
L1 1410 es0 2250 2820
oL H‘“m‘wH_m_‘wm‘,‘
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0 23.50
m/z 41.05 31.13%
B NWMWA/\MM
oL Ly 7 141.0 1830 250 2680
by At e
m/z--> 50 100 150 200 250 300 350 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42762.D

Acqg On : 15 Nov 2023 10:59
Operator : MA/JU

Sample : 05057-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA 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|
Benzophenone 15.857 2.2 ng/ul 42025 3 14.486 377496 20.0
Tridecanoic acid 18.092 6.9 ng/ul 150410 4 17.239 438809 20.0
1-Eicosanol 21.086 4.7 ng/ul 123660 5 21.421 531203 20.0
(DEL) Alkane: S... 23.556 2.6 ng/ul 72701 6 23.785 559328 20.0
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