LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47911.D

Acqg On : 08 Oct 2024 09:33
Operator : RC/JU

Sample : P4131-01

Misc :

ALS Vvial : 35 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-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47911.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.246 40 44 53 rVB 57846 79222 1.61% 0.127%
2 3.663 111 115 129 rBV 710033 1081571 21.96% 1.728%
3 3.993 167 171 177 rVB2 20164 31741 0.64% 0.051%
4 4.210 206 208 212 rBV4 5147 7691 0.16% 0.012%
5 6.798 644 648 652 rBV7 4872 8501 0.17% 0.014%
6 6.963 669 676 688 rBV 854300 1374674 27.92% 2.196%
7 7.122 697 703 715 rVB 661829 1052842 21.38% 1.682%
8 7.328 728 738 747 rBV 877111 1386873 28.16% 2.216%
9 7.422 750 754 757 rVWVe6 3826 5534 0.11% 0.009%
10 7.792 810 817 825 rVV 1308732 2092987 42.50% 3.344%
11 7.863 825 829 835 rVB8 11322 20074 0.41% 0.032%
12 8.498 930 937 947 rBV 1031206 1679383 34.11% 2.683%
13 8.945 1004 1013 1026 rBV 761046 1280261 26.00%  2.045%
14 9.116 1039 1042 1046 rVB6 5139 7449 0.15% 0.012%
15 9.386 1086 1088 1092 rVB4 7018 9220 0.19% 0.015%
16 9.516 1103 1110 1116 rBvV 61320 105181 2.14% 0.168%
17 9.563 1116 1118 1122 rVB5 4387 5453 0.11% 0.009%
18 9.669 1128 1136 1148 rBV 612495 1038589 21.09% 1.659%
19 9.786 1152 1156 1159 rBVe6 4317 5035 0.10% 0.008%
20 9.916 1173 1178 1183 rBvS8 4774 9532 0.19% 0.015%
21 10.081 1201 1206 1207 rBV5S 4091 4979 0.10% 008%

22 10.210 1221 1228 1245 rBV 1021203 1718619 34.90%
23 10.586 1285 1292 1300 rBV 1796725 2985363 60.63%

ON AN
N
[o))
o
B

24 10.722 1304 1315 1331 rBV 960094 1728268 35.10% 761%
25 11.133 1377 1385 1391 rBV8 20659 48809 0.99% 078%
26 11.386 1423 1428 1431 rBVS 5040 8561 0.17% 0.014%
27 12.016 1533 1535 1539 rVB5 4912 6002 0.12% 0.010%
28 12.180 1558 1563 1568 rVB3 17017 27690  0.56% 0.044%
29 12.363 1592 1594 1599 rVB4 3029 5155 0.10% ©0.008%
30 12.410 1599 1602 1609 rBvV8 3520 8134 0.17% 0.013%
31 12.786 1664 1666 1671 rVB5 4950 6633 0.13% 0.011%
32 13.033 1705 1708 1710 rBV4 4041 4989 0.10% ©0.008%
33 13.263 1742 1747 1751 rVB5 12421 17927 0.36% 0.029%
34 13.398 1765 1770 1774 rVB8 5203 7843 0.16% 0.013%
35 13.839 1838 1845 1856 rBV 1737406 2401036 48.76%  3.836%
36 14.121 1881 1893 1903 rBV 2035016 2978560 60.49%  4.758%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47911.D

Acqg On : 08 Oct 2024 09:33
Operator : RC/JU

Sample : P4131-01

Misc :

ALS Vvial : 35 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-BM092724.MA.M
Title : SVOA CALIBRATION
37 14.339 1923 1930 1934 rVB7 7266 12571 0.26% 0.020%
38 14.427 1938 1945 1953 rBV 2603890 3839966 77.98% 6.135%
39 14.627 1972 1979 1990 rBV 566462 929691 18.88% 1.485%
40 14.845 2012 2016 2023 rBV7 16827 27546 0.56% 0.044%
41 15.227 2077 2081 2086 rBvV7 5243 10799 0.22% 0.017%
42 15.292 2088 2092 2095 rVB6 3879 5056 0.10% 0.008%
43 15.421 2107 2114 2125 rBV 2638767 3700461 75.15% 5.912%
44 15.533 2127 2133 2146 rVV 468344 670124 13.61% 1.071%
45 15.663 2152 2155 2159 rVB 11849 14244 0.29% 0.023%
46 15.786 2167 2176 2183 rBV 1312315 1848880 37.55% 2.954%
47 16.151 2233 2238 2239 rBV5 4279 6427 0.13% 0.010%
48 16.210 2243 2248 2253 rVB7 5125 8650 ©0.18% 0.014%
49 16.345 2267 2271 2281 rVB 49314 77505 1.57% 0.124%
50 16.574 2308 2310 2313 rBV4 5434 6039 0.12% 0.010%
51 16.886 2359 2363 2368 rvB4 4166 5821 0.12% 0.009%
52 16.957 2368 2375 2379 rBV5 6219 12658 0.26% 0.020%
53 17.168 2404 2411 2421 rBV 3077222 4362418 88.59% 6.969%
54 17.268 2421 2428 2436 rVV 2751312 3934005 79.89% 6.285%
55 17.357 2439 2443 2448 rVB7 17730 30663 0.62% 0.049%
56 17.545 2472 2475 2480 rBV6 4528 6655 0.14% 0.011%
57 17.674 2494 2497 2501 rBV5 4937 8614 0.17% 0.014%
58 17.933 2537 2541 2542 rBV3 4397 5357 0.11% 0.009%
59 18.062 2554 2563 2572 rBV 353699 561248 11.40% 0.897%
60 18.368 2613 2615 2617 rBV3 13034 12192 0.25% 0.019%
61 18.909 2704 2707 2712 rVB3 23238 34592 0.70% 0.055%
62 19.121 2739 2743 2751 rBV3 37291 58560 1.19% 0.094%
63 19.192 2751 2755 2764 rBV5 47635 95599 1.94% 0.153%
64 19.339 2776 2780 2786 rBV 74233 109481 2.22% 0.175%
65 19.556 2811 2817 2824 rBV 3368538 4580743 93.03% 7.318%
66 21.068 3070 3074 3084 rBV2 284074 450496  9.15% ©.720%
67 21.392 3123 3129 3140 rBV2 3181797 4606855 93.56% 7.360%
68 24.186 3596 3604 3618 rVB 1786850 4396352 89.28% 7.024%
69 24.391 3631 3639 3650 rVB 1987592 4924102 100.00% 7.867%

Sum of corrected areas: 62594751
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47911.D

Acqg On : 08 Oct 2024 09:33
Operator : RC/JU

Sample : P4131-01

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance .
3500000 TIC: BM047911.D\data.ms

3000000
2500000

2000000 10.586

1500000 7792

8.498 10.210 1 792

1000000 6.9637.328 8.945
118

3.663
12 9.669

500000

3.246 || 3.99310 6.79 422 7'863 L) 11.133386  121RIBB0ER02.7¢

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\7\\‘\\\»\‘\\\\‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BM047911.D\data.ms
3500000 19.556 21.892

17.168
17.268

3000000
14.427 15.421
2500000

14.121
13.839

2000000

1500000 15.786

1000000

4.627 21.068
500000 15.533 18.062 J L\M
3.03826808 J Ji4.3l39 4.841@&6 31&5}%15&332%J3ﬂ5m9 8.368 18.006129%%9

O T e e I e e e e B B o e LA L o LA 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 .
3500000 TIC: BM047911.D\data.ms

3000000

2500000 24.391

24.18

2000000

1500000

1000000

500000

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\BM100724\
Data File : BM@47911.D

Acqg On : 08 Oct 2024 09:33
Operator : RC/JU

Sample : P4131-01

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.786 9.63 ng/ul 1848880  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
Abundance Scan 2176 (15.786 min): BM047911.D\data.ms (-2167) (- | m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0 - —
15.50 16.00
152.1
O b b A2EL 2071 sz 77,0100 63.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
.o 182.0
5000 —— —
15.50 16.00
510 m/z 182.10  53.92%
o270 | 12701920
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 51.05 24.97%
51.0
O et e e B0 D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone ‘ /\‘ ——
105.0 15.50 16.00
m/z 181.10 8.86%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 127'0 15\2.0 ‘
R A R A L A AR R — —
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\BM100724\
Data File : BM@47911.D

Acqg On : 08 Oct 2024 09:33
Operator : RC/JU

Sample : P4131-01

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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.
18.062 2.57 ng/ul 561248 Phenanthrene-d10 17.168
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 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2563 (18.062 min): BM047911.D\data.ms (-2554) (- | m/z 73.10 100.00%
73.1
5000
129.1 w4¥¢M~AMVVMWWM¢
213.2 — ‘
AN P W
oL SCAMA o L L Ll T 385 s 43,05 89.27%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e :
129.0 18.00
3.0 213.0 m/z 60.10 82.07%
‘ 171.0 ‘
Ot \“ “ HM\‘N \““‘\ \“ \‘\H“ \‘\“\ T “\ LA
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
T 1
18.00
5000 256.0 m/z 55.10 76.51%
129.0
30 213.0
‘ ‘ 171.0
Y101 1 PR
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid I ‘
60.0 18.00
m/z 57.10 71.66%
5000 129.0
171.0 213.0 256.0
oHH‘M uﬂh“‘w‘“‘w \“‘w Hm‘ ““ —
m/z--> 50 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47911.D

Acqg On : 08 Oct 2024 09:33
Operator : RC/JU

Sample : P4131-01

Misc

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 15.786 9.6 ng/ul 1848880 3 14.427 3839970 20.0
n-Hexadecanoic ... 18.062 2.6 ng/ul 561248 4 17.168 4362420 20.0
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