LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42763.D

Acqg On : 15 Nov 2023 11:35
Operator : MA/JU

Sample : 05057-21

Misc :

ALS vial : 5 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@42763.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 39 rVvB 8778 12426 1.34% 0.154%
2 3.622 105 108 124 rBV 40538 79846 8.59% 0.992%
3  4.175 200 202 205 rBV3 1728 1516 0.16% 0.019%
4 4.640 278 281 283 rBvV3 1656 1919 0.21% 0.024%
5 5.493 424 426 428 rVB2 1730 1173 0.13% 0.015%
6 5.928 499 500 503 rBV3 1192 1197 0.13% 0.015%
7 6.028 514 517 518 rBV3 1059 1184 0.13% 0.015%
8 6.351 571 572 575 rVB3 1999 1461 ©0.16% ©0.018%
9 6.457 587 590 591 rBv3 1305 1369 0.15% 0.017%
106 6.563 605 608 609 rVB3 1539 1235 0.13% 0.015%
11 7.004 676 683 694 rBV3 24701 65326 7.03% 0.811%
12 7.175 707 712 728 rBV 91863 169555 18.25% 2.106%
13 7.351 735 742 760 rBV 103377 201198 21.65% 2.499%
14 7.463 760 761 764 rVVv3 1996 1740 0.19% 0.022%
15 7.498 764 767 770 rVW4 1341 1875 0.20% 0.023%
16 7.528 770 772 774 rVB3 1371 1194 0.13% 0.015%
17 7.640 789 791 795 rBVS 757 962 0.10% 0.012%
18 7.828 817 823 837 rBV 96023 173952 18.72% 2.160%
19 8.557 940 947 963 rBV 66014 143468 15.44% 1.782%
20 8.698 969 971 974 rVB4 917 979 0.11% 0.012%
21 9.034 1020 1028 1039 rBV 109621 223001 24.00% 2.769%
22 9.275 1067 1069 1072 rVB4 1081 976 0.11% 0.012%
23 9.604 1122 1125 1128 rVB3 820 934 0.10% 0.012%
24 9.745 1143 1149 1160 rBV 94961 185677 19.98%  2.306%
25 9.822 1160 1162 1166 rVB5 1346 1612 0.17% 0.020%
26 9.904 1173 1176 1180 rvVve 1069 1608 0.17% 0.020%
27 9.975 1184 1188 1189 rBV4 1051 1247 0.13% 0.015%
28 10.016 1193 1195 1198 rVB3 803 956 0.10% 0.012%
29 10.269 1232 1238 1257 rBV 109671 255182 27.46% 3.169%
30 10.463 1270 1271 1273 rVB2 1779 933 0.10% 0.012%
31 10.492 1273 1276 1279 rBV4 987 1628 0.18% 0.020%
32 10.575 1287 1290 1295 rBvVv7 1002 1985 0.21% 0.025%
33 10.639 1295 1301 1314 rVV 129919 228661 24.61% 2.840%
34 10.734 1314 1317 1318 rVB2 1297 1169 0.13% 0.015%
35 10.822 1326 1332 1353 rwV 88452 227385 24.47%  2.824%

36 10.981 1357 1359 1361 rVW3 3042 3301 0.36%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42763.D

Acqg On : 15 Nov 2023 11:35
Operator : MA/JU

Sample : 05057-21

Misc :

ALS vial : 5 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 11.016 1364 1365 1368 rvv3 2212 2193 0.24% 0.027%
38 11.233 1401 1402 1407 rBvV2 1337 1453 0.16% ©0.018%
39 12.263 1576 1577 1582 rVB5 992 1144 0.12% 0.014%
40 12.798 1664 1668 1672 rVB3 1315 1695 0.18% 0.021%
41 13.063 1708 1713 1717 rBvV4 1600 2272 0.24% 0.028%
42 13.333 1753 1759 1763 rBvV3 3334 5847 0.63% 0.073%
43 13.604 1803 1805 1810 rVB3 631 951 ©0.10% 0.012%
44 13.698 1817 1821 1822 rBV3 1068 1071 0.12% 0.013%
45 13.722 1822 1825 1830 rVB4 1370 1773 0.19% 0.022%
46 13.904 1850 1856 1870 rBV 281870 426919 45.94% 5.302%
47 14.010 1872 1874 1877 rVB2 1088 976 0.11% 0.012%
48 14.104 1888 1890 1894 rBV2 1389 2205 0.24% 0.027%
49 14.186 1898 1904 1913 rVV2 309457 448464 48.26% 5.569%
50 14.251 1913 1915 1916 rVB2 1757 1293 0.14% 0.016%
51 14.386 1936 1938 1942 rVB4 1183 1102 0.12% 0.014%
52 14.486 1949 1955 1966 rBV 203442 296283 31.88% 3.679%
53 14.780 2000 2005 2008 rBV4 2860 4819 0.52% 0.060%
54 15.221 2075 2080 2084 rBvV2 3418 4752 ©0.51% 0.059%
55 15.269 2087 2088 2091 rvv2 1797 1334 0.14% 0.017%
56 15.304 2091 2094 2099 rVV2 3724 4913 0.53% 0.061%
57 15.480 2117 2124 2137 rBV 391965 577593 62.16% 7.173%
58 15.627 2144 2149 2162 rBV 115264 188107 20.24%  2.336%
59 15.716 2162 2164 2169 rVB4 2922 4350 0.47% 0.054%
60 15.857 2184 2188 2198 rBV 20035 33861 3.64% 0.421%
61 16.086 2222 2227 2228 rBV2 1242 1546 0.17% 0.019%
62 16.139 2232 2236 2238 rVB3 1201 1389 0.15% 0.017%
63 16.345 2267 2271 2273 rBV3 1083 1604 0.17% 0.020%
64 16.410 2277 2282 2286 rBV4 5588 8280 0.89% 0.103%
65 16.886 2361 2363 2364 rBV2 1303 977 0.11% 0.012%
66 16.915 2367 2368 2371 rVVv3 1796 1717 0.18% 0.021%
67 16.968 2374 2377 2381 rVB5 1397 1928 0.21% 0.024%
68 17.027 2383 2387 2388 rBV3 1285 1112 0.12% 0.014%
69 17.098 2396 2399 2402 rBVS5 1082 1758 0.19% 0.022%
70 17.239 2417 2423 2433 rBV 235378 350949 37.77% 4.358%
71 17.339 2434 2440 2459 rVW 422138 659131 70.93%  8.185%
72 17.457 2459 2460 2463 rVB3 1595 1132 0.12% 0.014%
73 17.574 2477 2480 2483 rBV3 1228 1651 0.18% 0.021%
74 17.674 2493 2497 2498 rBV3 1149 1469 0.16% ©0.018%
75 17.892 2529 2534 2537 rBV5S 1086 1651 ©0.18% 0.021%
76 17.927 2537 2540 2543 rBV5 1108 1739 0.19% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42763.D

Acqg On : 15 Nov 2023 11:35
Operator : MA/JU

Sample : 05057-21

Misc :

ALS vial : 5 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 18.021 2553 2556 2559 rBV3 1236 1109 0.12% 0.014%
78 18.092 2564 2568 2579 rBV 50138 91556 9.85% 1.137%
79 18.286 2596 2601 2602 rBV4 1571 1868 0.20% 0.023%
80 18.357 2612 2613 2615 rBV2 1602 1295 0.14% 0.016%
81 18.504 2632 2638 2642 rVBS8 2160 4075 0.44% 0.051%
82 18.551 2644 2646 2647 rVB 2308 1436 0.15% 0.018%
83 18.562 2647 2648 2650 rBV2 1230 1201 0.13% 0.015%
84 18.827 2689 2693 2694 rBV4 1214 1183 0.13% 0.015%
85 18.862 2697 2699 2702 rVV4 1493 1254 0.13% 0.016%
86 18.945 2709 2713 2715 rBv4 2197 3135 0.34% 0.039%
87 19.192 2751 2755 2761 rVB5 5301 7196 0.77% ©.089%
88 19.268 2764 2768 2771 rVW4 5512 8383 0.90% 0.104%
89 19.374 2783 2786 2795 rBV6 13496 21609 2.33% 0.268%
990 19.509 2806 2809 2813 rBV5 5030 5349 0.58% 0.066%
91 19.574 2818 2820 2822 rVB2 2589 2214 0.24% 0.027%
92 19.633 2824 2830 2838 rBV 712733 912788 98.23% 11.335%
93 20.109 2908 2911 2919 rBV 4316 7590 0.82% 0.094%
94 20.227 2929 2931 2932 rBV 3306 2611 ©0.28% 0.032%
95 21.086 3073 3077 3086 rBV 80027 129166 13.90% 1.604%
96 21.421 3129 3134 3147 rBV 278699 420960 45.30% 5.228%

97 23.627 3503 3509 3523 rBV 456834 929258 100.00% 11.540%
98 23.786 3530 3536 3547 rVB 221020 444086 47.79%  5.515%

Sum of corrected areas: 8052555
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
BM042763.D

: 15 Nov 2023 11:35

: MA/JU

. 05057-21

: 5 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

Time-->

600000
500000
400000
300000

200000

717851 7.828 9.034 9745 1026
100000 1 8. 557 10822

Abundance TIC: BM042763.D\data.ms
700000

3.622

3.181 4.175 4.640 5.493 597R%6.GEEE3 | ° 698 ﬂ@ 2759. 69&@% MZ33

O L ‘ L L ‘ L ‘ L ‘ L ‘ L ‘ L L ’ T \ T T rTT ‘ L T rTT ‘ T ‘ T T ‘ T T
3.00 350 4. 00 450 5.00 550 6.00 650 7. OO 750 8. 00 8.50 9. 00 9.50 10. 00 10 50 11.00 11.50

Time-->

600000
500000
400000 15.480
300000 13.904
200000

100000

Abundance TIC: BM042763.D\data.ms
700000 19.633

17.339

14.186

17.239
14.486

15.627

18.092
12.263 12.798.083.33 614.780 1 Bbomees4 50 AT RS IV IERR FEhs 200027

O R L e o e e e e e e B L o T B e B L e e e e e e

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Time-->

500000

400000

300000

200000

100000

Abundance TIC: BM042763.D\data.ms
700000

600000 23.627

21.421 23.786

21.086

O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

BM042763.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\

: 15 Nov 2023 11:35

: MA/JU
¢ 05057-21

: 5 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
le : SVOA CALIBRATION

ry : C:\Database\NIST20.L

ration 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 3

R.T. EstConc Area Relative to ISTD R.T.
15.857 2.29 ng/ul 33861 Acenaphthene-die 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Benzophenone 182 C13H100 000119-61-9 91
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64

Abundance Scan 2188 (15.857 min): BM042763.D\data.ms (-2184) (- | m/z 105.10 100.00%
105.1
77.1
5000 51.0 182.1
| 1520 207 1 1550 16.00
0t e Al e e e b e e Mz 770100 79.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 15.50 16.00
51.0 m/z 51.00 48.67%
P O I | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
770 182.0 15.50 16.00
5000 ’ ' m/z 182.10 42.93%
51.0
O e b A2 D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone “ T
105.0 15.50 16.00
m/z 50.00 19.14%
77.0 182.0
5000
51.0
L N L e e I AR ‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42763.D

Acqg On : 15 Nov 2023 11:35
Operator : MA/JU

Sample : 05057-21

Misc

ALS vial : 5 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.092 5.22 ng/ul 91556  Phenanthrene-di1e 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2568 (18.092 min): BM042763.D\data.ms (-2564) (- | m/z 43.05 100.00%
43.0 73.1
5000
129.1 et ‘
Y TP —
ok : ‘;\‘ ‘\MH‘HH HHH \\‘ : ‘\‘ ‘\ ‘M‘ | \“ B | m/z 73.10 88.11%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
97.0 1710 9130 256.0 m/z 60.10  79.26%
oL— i“‘ U!\ H\‘\ MhH\ ‘H‘\ ul ‘ ‘ ‘ . \‘ “‘ T “\‘ N
m/z--> 50 100 50 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
— }
18.00
5000 m/z 41.05 78.29%
129.0
213.0
e, 1]
01‘4‘0 nt ‘H Il M“ ‘wH“‘H“‘M \M Ll gl ‘ “ “ “‘u\‘ T - ‘ “ ,
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid I ‘
43.0 73.0 18.00
m/z 55.10 74.64%
5000 256.0
129.0
oLb— “‘ m ‘M‘u H‘M MMH \H‘\ m ‘m ‘ | ‘\‘u T ‘ \‘ A’W\AM/YVWN"“W/\‘A ,
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42763.D

Acqg On : 15 Nov 2023 11:35
Operator : MA/JU

Sample : 05057-21

Misc

ALS vial : 5 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 Trifluoroacetic acid, penta... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.086 6.14 ng/ul 129166  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 3-Chloropropionic acid, heptadec... 346 C20H39C1l02 1000283-05-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3077 (21.086 min): BM042763.D\data.ms (-3073) (- | m/z 43.10 100.00%
o AMM“NMWWWAkvamﬂﬁﬁu
200
251 208.1 :
ob—yll 1 “ Wi T 25102830 0 551 93.28%
miz-> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 T, ‘
21.00
m/z 57.10 82.56%
40.0
O \ \ ‘\ \‘ ‘ ‘\ ‘ \‘ “ \ \‘\ “\‘ = T J\-8\‘2 \0‘ } L \25“5\-0\ T \3?6\.(
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 s ‘
21.00
5000 m/z 83.05 70.22%
25.0
Ll e zamo
oHHHHJ L A e it AP
m/iz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol R
55.0 21.00
97.0
m/z 41.05 68.73%
o120 | L1111 10 1020 2200 2m0 =
m/z--> 50 100 150 200 250 300 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42763.D

Acqg On : 15 Nov 2023 11:35
Operator : MA/JU

Sample : 05057-21

Misc

ALS vial : 5 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 2.3 ng/ul 33861 3 14.486 296283 20.0
n-Hexadecanoic ... 18.092 5.2 ng/ul 91556 4 17.239 350949 20.0
Trifluoroacetic... 21.086 6.1 ng/ul 129166 5 21.421 420960 20.0
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