LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc :

ALS Vvial : 40 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62851.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.334 37 42 44 rBV4 10986 16656 ©0.77% 0.101%
2 3.358 44 46 59 rVB4 11372 23004 1.06% 0.139%
3 3.769 112 116 125 rBV 44516 75998 3.50% 0.460%
4 4,098 168 172 177 rVB5 2345 3821 0.18% 0.023%
5 4.539 243 247 252 rBV5 2857 5520 0.25% 0.033%
6 4.633 258 263 269 rVB4 12790 21353 0.98% 0.129%
7 7.065 672 677 684 rBV 45818 76970 3.54%  0.466%
8 7.2306 699 705 715 rBV 127797 209695 9.65% 1.270%
9 7.435 732 740 749 rVB2 155067 262829 12.10% 1.592%
10 7.900 813 819 826 rBV 132447 225491 10.38% 1.366%
11 8.605 932 939 947 rBV 143471 237001 10.91% 1.436%
12 9.051 1008 1015 1024 rBV 176497 310148 14.28% 1.879%
13 9.492 1084 1090 1092 rVB3 1762 2275 0.10% 0.014%
14 9.774 1130 1138 1150 rBV 154083 271504 12.50%  1.645%
15 10.314 1222 1230 1240 rBV 253967 444318 20.45% 2.691%

16 10.690 1287 1294 1302 rVB 186710 328333 15.11%
17 10.825 1308 1317 1332 rBV 163111 299156 13.77%
18 12.277 1559 1564 1574 rBV2 3060 5714 0.26%
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19 13.934 1839 1846 1856 rBV 516254 738255 33.99% 472%
20 14.222 1887 1895 1902 rBV 567046 853536 39.29% 170%
21 14.527 1941 1947 1954 rVB 379922 561581 25.85% 402%
22 14.727 1976 1981 1993 rBV2 45477 79086 3.64% 479%
23 14.874 2001 2006 2011 rVB2 3472 5838 0.27%

24 14.962 2013 2021 2032 rBV 285515 469944 21.63%
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25 15.520 2109 2116 2130 rBV 797841 1194473 54.99% 235%
26 15.638 2130 2136 2147 rVWW 272632 403084 18.56% 2.442%
27 15.767 2155 2158 2162 rVB2 3282 3676 0.17% 0.022%
28 15.884 2172 2178 2187 rBV 101590 148135 6.82% 0.897%
29 16.025 2196 2202 2206 rBV2 2122 2895 0.13% 0.018%
30 16.448 2266 2274 2282 rBV 24630 37685 1.73% 0.228%
31 17.271 2408 2414 2424 rBV 533373 814241 37.48%  4.932%
32 17.371 2424 2431 2442 rBV 1029635 1516021 69.79%  9.183%
33 17.553 2459 2462 2466 rVB3 2371 2732 0.13% 0.017%
34 18.164 2561 2566 2572 rBV3 25139 37671 1.73% 0.228%
35 18.234 2576 2578 2581 rw4 2820 3008 0.14% 0.018%
36 18.469 2613 2618 2622 rBV6 5687 9585 0.44%  ©.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc :

ALS Vvial : 40 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION
37 18.652 2646 2649 2655 rVB4 3625 5846 ©.27% 0.035%
38 18.757 2660 2667 2668 rvv4 1695 3063 0.14% 0.019%
39 18.881 2685 2688 2693 rBV6 2699 5167 0.24% 0.031%
40 19.016 2706 2711 2715 rBvV3 12773 19484 0.90% 0.118%
41 19.098 2722 2725 2728 rBV3 2132 2601 0.12% 0.016%
42 19.227 2743 2747 2751 rBv2 17398 23899 1.10% 0.145%
43 19.298 2754 2759 2766 rBv2 17217 25948 1.19% 0.157%
44 19.351 2766 2768 2770 rBV3 3196 2273 0.10% 0.014%
45 19.439 2780 2783 2789 rBV7 6969 10184 0.47% 0.062%
46 19.586 2804 2808 2812 rBV6 6114 9205 0.42% 0.056%
47 19.662 2815 2821 2831 rVV 1435747 2035145 93.69% 12.327%
48 19.897 2857 2861 2866 rvVB5 3357 4838 0.22% 0.029%
49 20.079 2891 2892 2895 rVB3 3810 2618 0.12% 0.016%
50 20.303 2928 2930 2933 rw4 3117 3114 0.14% 0.019%
51 20.344 2935 2937 2938 rBvV2 3772 2226 0.10% 0.013%
52 20.549 2971 2972 2974 rBvV2 3636 2436 0.11% 0.015%
53 20.632 2984 2986 2991 rVB4 7580 9103 0.42% 0.055%
54 20.890 3028 3030 3033 rBV4 4847 5387 ©.25% 0.033%
55 20.961 3041 3042 3044 rBvV2 3231 2412  0.11% 0.015%
56 21.096 3063 3065 3067 rvB3 4277 3027 0.14% 0.018%
57 21.190 3077 3081 3088 rBV8 19379 45680 2.10% 0.277%
58 21.260 3091 3093 3095 rvB3 4067 3038 0.14% 0.018%
59 21.519 3130 3137 3146 rBV2 675101 1049777 48.33% 6.359%
60 22.001 3216 3219 3220 rBV3 10674 11519 ©.53% 0.070%
61 22.400 3286 3287 3288 rBV 4100 2442  0.11% 0.015%
62 22.870 3366 3367 3369 rBV2 4268 3735 0.17% 0.023%
63 22.952 3377 3381 3388 rVB9 8324 16231 0.75% ©0.098%
64 23.135 3407 3412 3417 rVB6 11169 20454 0.94% 0.124%
65 23.705 3505 3509 3511 rBV5S 9866 14045 0.65% ©0.085%
66 23.893 3536 3541 3546 rBV7 12049 27336 1.26% 0.166%
67 24.374 3612 3623 3637 rBV 828571 2172241 100.00% 13.158%
68 24.580 3649 3658 3672 rVB 424925 1154669 53.16% 6.994%
69 25.661 3836 3842 3849 rVBO 13302 34606 1.59% 0.210%
70 25.761 3858 3859 3861 rBV2 4833 4400 0.20% 0.027%
71 26.049 3906 3908 3911 rBV3 4348 4496 0.21% 0.027%
72 26.202 3932 3934 3937 rBV4 4642 2933 0.14% 0.018%
73 26.777 4026 4032 4034 rBV7 10383 20709 0.95% 0.125%
74 27.541 4160 4162 4165 rBV4 3762 3344 0.15% 0.020%
75 27.576 4167 4168 4171 rBV3 3807 4298 0.20% 0.026%
76 28.352 4298 4300 4302 rBV3 3201 3441 0.16% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG062851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc

ALS Vvial : 40 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_ G\Methods\SFAM-EPA-BG090924.MA.M
Title : SVOA CALIBRATION

77 28.440 4311 4315 4319 rBV7 6685 12549 0.58% 0.076%
78 28.622 4345 4346 4348 rBV2 3200 2842 0.13% 0.017%
79 29.039 4416 4417 4420 rBV2 3806 3199 0.15% 0.019%
80 31.096 4766 4767 4770 rBV3 3434 3754 0.17% 0.023%
81 31.678 4864 4866 4870 rVV5 4793 3627 0.17% 0.022%
82 31.725 4872 4874 4877 rVB3 4806 4804 ©.22% 0.029%

Sum of corrected areas: 16509377
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062851.D\data.ms
1400000

1200000
1000000
800000
600000

400000

10.314
200000( 78#35 7.000 8605 2051 9.774 10:6%05
3358 >

69 098 44683 7.06 9.492 A 12.277
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062851.D\data.ms
1400000 19.662

1200000

17.371
1000000

800000 15.520

21.519
600000 14.222 17.271

400000 14.527
14962 15.638

200000
15.884
0 Y E 77,025-6.448 }17.553 185164 22.0022.400
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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: BG062851.D\data.ms
1400000

1200000

1000000

24.374
800000

600000

4.580
400000

200000
PH235 2378893 259686284202 26.777  ZnSNb  288E%6229.039 31.096 B

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.962 16.74 ng/ul 469944  Acenaphthene-d10 14.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2021 (14.962 min): BG062851.D\data.ms (-2013) (- m/z 73.10 100.00%
73.1

41.1
5000
1291 1571
=
97.1
ALY L
\H‘HH“H“\H ‘”\H“‘H\\‘H‘H“‘HH‘\H\‘HH‘H m/Z 60.10 94.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 T
85.0 20 0 15.00
29.0 ' ' m/z 41.10 75.23%
A
\\\‘\‘\\\i}‘\\“\H‘\‘\‘H!w\}m‘-‘g\\\‘\\‘\\‘i‘\\\\‘\\‘\\‘\\\\l\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75713: Dodecanoic acid
73.0
o AL
15.00
5000 m/z 43.10 73.78%
129.0
157.0 200.0
N O
B0 I T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46961: n-Decanoic acid P
60.0 15.00
m/z 55.10 62.57%
5000
129.0
29.0
87.0
172.0
10,0 I

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91324\
Data File : BG@62851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.884 5.28 ng/ul 148135  Acenaphthene-di10 14.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 93
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Azobenzene 182 C12H1ON2 000103-33-3 72

Abundance Scan 2178 (15.884 min): BG062851.D\data.ms (-2172) (-  m/z 105.10 100.00%
1

05.1
il 182.0
5000
51.1
— .
15.50 16.00
152.1
\\\‘\\\\“\\‘\\‘\\\M\H‘\\\\‘\‘\\\1‘2\6\.\0\’\\1”\’\\\\’“\\\\’\\ m/z 77.16 71.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0 A
5000 Pty o
15.50 16.00
51.0 m/z 182.00  66.45%
\\\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\\\\1‘2\6\.\()\’]\-\5%\.(’)\\\\’H\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
— T
77.0 182.0 15.50 16.00 .
5000 m/Z 51.10 29.18%
51.0
27\'0 ‘ miis 126'0 15\2.0 H
R R e e e e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone A Pt
105.0 15.50 16.00
m/z 181.00  13.93%
77.0
5000 182.0
51.0
27\-0 ‘\ H‘\ ‘ 126'0 15\20 H
R R B o e e Al R LA — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091324\
Data File : BG062851.D

Acqg On : 15 Sep 2024 18:13
Operator : JU/RC

Sample : P3952-21

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.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|
Dodecanoic acid 14.962 16.7 ng/ul 469944 3 14.527 561581 20.0
Benzophenone 15.884 5.3 ng/ul 148135 3 14.527 561581 20.0
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