LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acg On : 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  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 : 0 Peak Location: TOP

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

Method > Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325_MA_M
Title : SVOA CALIBRATION
Signal : TIC: BMO49391.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.122 19 23 27 rVB 56642 68959 2.42% 0.173%
2 3.510 86 89 105 rBVY 298357 480828 16.88%  1.206%
3 4.710 288 293 300 rvB4 14169 27394  0.96%  0.069%
4 6.663 623 625 626 rBv2 3825 2968 0.10% 0.007%
5 6.710 627 633 648 rVvB 728923 1173764 41.20% 2.943%
6 6.869 654 660 672 rVB 654674 983295 34.51% 2.466%
7 7.057 686 692 706 rBY 780536 1185853 41.62% 2.974%
8 7.516 764 770 780 rBV 860556 1338689 46.99% 3.357%
9 7.922 837 839 841 rBV3 3028 2986 0.10% 0.007%
10 8.122 869 873 877 rBvV7 2901 5433 0.19% 0.014%
11 8.228 884 891 911 rBV 817529 1314089 46.12%  3.295%
12 8.663 957 965 975 rBV 662688 1083093 38.02% 2.716%
13 8.751 978 980 986 rVvB7 3901 5228 0.18% 0.013%
14 8.840 991 995 1003 rvB8 16600 28672 1.01% 0.072%
15 8.992 1017 1021 1024 rBV4 4075 6730 0.24% 0.017%
16 9.039 1028 1029 1031 rBv2 3722 3028 0.11% 0.008%
17 9.110 1036 1041 1049 rvB2 15128 30598 1.07% 0.077%
18 9.251 1058 1065 1072 rBV2 29512 57083 2.00% 0.143%
19 9.375 1076 1086 1099 rBV 495532 844915 29.66% 2.119%
20 9.822 1158 1162 1166 rBV6 2691 4538 0.16% 0.011%
21  9.910 1170 1177 1192 rBV 797472 1315798 46.18%  3.299%
22 10.075 1199 1205 1211 rVB3 31607 50498 1.77% 0.127%
23 10.281 1231 1240 1248 rBV 1074183 1721854 60.44% 4.318%
24 10.428 1255 1265 1288 rBV 486288 1017888 35.73% 2.552%
25 10.869 1334 1340 1346 rBV5 10202 24178 0.85% 0.061%
26 11.057 1370 1372 1376 rVB4 2761 3140 0.11% 0.008%
27 11.122 1379 1383 1386 rVV6 2010 3222  0.11% 0.008%
28 11.586 1457 1462 1466 rBV7 3965 6333 0.22% 0.016%
29 11.880 1506 1512 1516 rBvV8 11986 21201 0.74% 0.053%
30 11.963 1523 1526 1531 rVB7 3269 5152 0.18% 0.013%
31 12.045 1538 1540 1544 rBv4 2709 4114 0.14% 0.010%
32 12.169 1557 1561 1562 rBv4 3072 3537 0.12% 0.009%
33 12.504 1614 1618 1619 rBv4 3355 3036 0.11% 0.008%
34 12.563 1624 1628 1633 rVB7 2180 3531 0.12% 0.009%
35 12.622 1635 1638 1639 rBvV3 3264 3336  0.12% 0.008%
36 12.769 1660 1663 1669 rVB6 6503 9906 0.35% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acg On : 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  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 : 0 Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Title : SVOA CALIBRATION

37 12.945 1691 1693 1696 rvv4 2141 3195 0.11% 0.008%
38 12.998 1696 1702 1708 rVB6 7070 15061 0.53% 0.038%
39 13.133 1721 1725 1726 rBV3 2565 3823 0.13% 0.010%
40 13.580 1794 1801 1807 rBV 1224626 1663567 58.39% 4.171%
41 13.663 1814 1815 1820 rVB5 4141 5250 0.18% 0.013%
42 13.704 1820 1822 1829 rVB8 5112 7934 0.28% 0.020%
43 13.845 1838 1846 1856 rBV 1504776 2157472 75.73% 5.410%
44 13.951 1862 1864 1867 rVB4 3737 3530 0.12% 0.009%
45 14.027 1874 1877 1880 rVB4 2553 2947 0.10% 0.007%
46 14.086 1883 1887 1893 rVV5 7118 9924 0.35% 0.025%
47 14.157 1893 1899 1907 rVV 1535209 2122288 74.49% 5.322%
48 14.222 1907 1910 1915 rVv5 6751 13427  0.47% 0.034%
49 14.257 1915 1916 1920 rVB4 3518 4119 0.14% 0.010%
50 14.386 1931 1938 1955 rBV2 186404 463143 16.26% 1.161%
51 14.533 1961 1963 1965 rVB3 4785 3300 0.12% 0.008%
52 14.557 1965 1967 1969 rVv3 3178 3211 0.11% 0.008%
53 14.604 1973 1975 1980 rVB6 2642 4078 0.14%  0.010%
54 14.704 1986 1992 2011 rBV2 89632 273644 9.60% 0.686%
55 14.986 2037 2040 2045 rVvv5 8153 12255 0.43% 0.031%
56 15.039 2047 2049 2054 rVB6 59011 6754 0.24% 0.017%
57 15.157 2062 2069 2083 rBV 1876012 2568695 90.16% 6.441%
58 15.280 2085 2090 2098 rBY 377607 519342 18.23% 1.302%
59 15.398 2107 2110 2115 rVV3 6321 7918 0.28% 0.020%
60 15.451 2117 2119 2122 rVB4 3336 3643 0.13% 0.009%
61 15.533 2127 2133 2142 rBV 770907 1022974 35.91%  2.565%
62 15.604 2142 2145 2148 rVB5 5478 6311 0.22% 0.016%
63 15.727 2165 2166 2173 rBV7 3751 7522 0.26% 0.019%
64 15.933 2195 2201 2206 rVB5 11264 19972  0.70%  0.050%
65 16.098 2220 2229 2235 rBV 107564 160549 5.64% 0.403%
66 16.351 2268 2272 2279 rVB10 4037 8147  0.29%  0.020%
67 16.698 2328 2331 2335 rBv4 10960 13758 0.48% 0.034%
68 16.751 2338 2340 2344 rBV5 2300 3004 0.11% 0.008%
69 16.792 2346 2347 2352 rBV5 2408 3734 0.13% 0.009%
70 16.863 2356 2359 2361 rBV3 11387 12157  0.43% 0.030%
71 16.910 2361 2367 2373 rVV 1711545 2259328 79.30% 5.665%
72 17.004 2377 2383 2396 rVV 1815284 2537394 89.06% 6.363%
73 17.110 2399 2401 2405 rVB5 3691 4252  0.15% 0.011%
74 17.227 2418 2421 2425 rBv4 5272 6828 0.24% 0.017%
75 17.321 2432 2437 2450 rBV2 56099 109770 3.85%  0.275%
76 17.439 2454 2457 2460 rVB5 7350 9351 0.33% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acg On : 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  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 : 0 Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Title : SVOA CALIBRATION

77 17.698 2499 2501 2504 rBv4 7605 8042 0.28% 0.020%
78 17.833 2519 2524 2536 rBY 221187 343622 12.06%  0.862%
79 18.268 2593 2598 2608 rBY 275213 322118 11.31% 0.808%
80 18.674 2663 2667 2677 rVB2 41287 67908 2.38% 0.170%
81 18.874 2698 2701 2708 rVB7 26955 39122 1.37% 0.098%
82 18.951 2711 2714 2717 rVWW3 15366 16872 0.59% 0.042%
83 19.127 2740 2744 2752 rBV5 40663 61536 2.16%  0.154%
84 19.309 2770 2775 2786 rVB 2252447 2849017 100.00%  7.144%
85 20.856 3034 3038 3051 rBVY5 110425 263214 9.24%  0.660%
86 21.139 3080 3086 3096 rBV 1586607 2264144 79.47% 5.677%
87 23.727 3518 3526 3538 rVB 1097011 2374716 83.35% 5.955%
88 23.915 3550 3558 3575 rVB 987732 2360986 82.87% 5.920%

Sum of corrected areas: 39879735
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
: BM049391.D

: 22 Jan 2025 20:06

: RC/JU

: Q1139-17

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM049391.D\data.ms
2000000
1500000
10.281
1000000
6.7 g7.057 7316 8228 9.910
'6.86 8.663
9.375
500000 3510
0 4.710 6. 7.922: 9.8p2.07 10.8896721 158613004
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM049391.D\data.ms
19.809
2000000
15.157 17.004
16.910 21.139
13.844.157
1500000
13.580
1000000
500000
17. 83318'268 20.856
18.6Fd1m12 e
o B3 EGHRER L &M@MUW\L
e e e B e e L e e
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM049391.D\data.ms
2000000
1500000
23.727
3.915
1000000
500000
et e N~ e
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acq On 1 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Hexathiane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.704 2.58 ng/ul 273644  Acenaphthene-d10 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexathiane 192 S6 013798-23-7 95
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
5 1,2-Phenylene diisothiocyanate 192 C8H4N2S2 071105-17-4 7

Abundance Scan 1992 (14.704 min): BM049391.D\data.ms (-1986) (- | m/z 63.95 100.00%

64.0
191.8
5000

959 127.9 \ N
. 14.50 15.00
159.9 .
oWW“m_Hl_m,m,ww”“Wmwww%ﬁlm m/z 191.80  73.04%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #67525: Hexathiane
192.0
64.0
5000 — ——
128.0 14.50 15.00

m/z 127.90 19.60%
96.0 ‘
(I

0 | | | 160.0
HH‘HH‘H\‘\\H‘HH’HH’HH‘HH‘H\‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #67524: Hexathiane

64.0 192.0

Laoa i, I
14.50 15.00
5000 128.0 m/z 193.80 16.51%
96.0
82.0
ol | ‘ ., 160.0 “‘

T T T T T T e e e

m/z--> 40 60 80 100120140160 180 200220240260 280
Abundance #67523: Hexathiane e e
64.0 192.0 14.50 15.00

m/z 65.95 12.92%

5000
128.0
96.0 ‘
o ] 1600 | | |

7 =
m/z--> 40 60 80 100120140160 180200220 240260 280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acq On 1 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.533 9.64 ng/ul 1022970  Acenaphthene-d10 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 93
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2133 (15.533 min): BM049391.D\data.ms (-2127) (- | m/z 104.95 100.00%
105.0
182.0
5000
51.0
T T
15.50
152.1
Ol et e 20k m/z 77.00 70.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
15.50
51.0 m/z 182.00  58.83%
152.0
OH\‘\‘\H“H‘H‘\\\h}“\H\‘\‘H\’\\\\‘\\}‘\‘HH‘HHH‘HH’HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
T I
182.0 15.50
5000 ’ m/z 51.00 28.07%
51.0
! \ | 15%0 |
Oy rpe e oo e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone ‘ Ag‘ = T
105.0 15.50
m/z 181.00 9.79%
5000 182.0
51.0
01%0 ey %S%P e
L —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acq On 1 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.833 3.04 ng/ul 343622  Phenanthrene-di10 16.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2524 (17.833 min): BM049391.D\data.ms (-2519) (- | m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 — e
m 67%0\ ‘ 256.1 17.50 18.00
ob——l olllo sl b L b L m/z 73.00 98.07%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 = T
129.0 17.50 18.00
213.0 m/z 60.00 89.15%
‘ 171.0 ‘
0 \“ LM‘H‘ M“ 2 ] \“ T “\ \“ \‘\H“ i “\ T ‘\ L —
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
P P
17.50 18.00
97.0 1710 2130 2560
oL “ | L \\hu\ ;‘H‘\‘n} ‘\ | “‘ “ . “ \‘ “‘ N | ‘\‘
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid e —
43.0 73.0 17.50 18.00
m/z 55.05 80.72%
5000 256.0
129.0
‘ | M ‘ 171.0
0— “ H ‘\M H“‘ N uh‘L Ju‘\‘u; L ’ “ “ “‘m‘ - ’ \‘ == s
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acq On 1 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.856 2.33 ng/ul 263214  Chrysene-d12 21.139
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 3038 (20.856 min): BM049391.D\data.ms (-3034) (- | m/z 57.10 100.00%
57.1
5000
111.1
— ——
” ‘1 02210 8‘ L0 e 20.50 21.00
ol ‘nwwuwm_‘wawww‘ m/z 43.05 98.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 — ——
20.50 21.00
m/z 55.05 87.53%
O\\J‘\ ‘1!‘]1F§9219012660
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
— ——
20.50 21.00
5000 m/z 83.10 85.67%
7.0
0 Muhﬁ$02m02m03mo 490.(
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene - —
43.0 g7.0 20.50 21.00
m/z 69.10 82.02%
- /\“L
o L om0 o ] b
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049391.D

Acg On : 22 Jan 2025 20:06
Operator : RC/JU

Sample : Q1139-17

Misc :

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325.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]|
Hexathiane 14.704 2.6 ng/ul 273644 3 14.157 2122290 20.0
Benzophenone 15.533 9.6 ng/ul 1022970 3 14.157 2122290 20.0
n-Hexadecanoic ... 17.833 3.0 ng/ul 343622 4 16.910 2259330 20.0
(DEL) Alkane: S... 20.856 2.3 ng/ul 263214 5 21.139 2264140 20.0
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