LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc :

ALS Vvial : 56 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_ P\Methods\SFAM-EPA-BP©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BP@14447.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.387 30 34 41 rBV 36427 46000 0.80% 0.082%
2 3.822 107 108 129 rBV 163620 310913 5.44% 0.554%
3 4.040 140 145 154 rVB 15481 26142 0.46% 0.047%
4 4,140 159 162 171 rVB 13021 20014 0.35% 0.036%
5 4.252 178 181 186 rvVvB5 8818 11611 0.20% 0.021%
6 4.581 235 237 247 rVB1o 5061 9179 0.16% 0.016%
7 5.075 315 321 326 rBV2 13219 18967 ©.33% 0.034%
8 5.293 353 358 364 rVB 20834 34123 0.60% 0.061%
9 6.387 538 544 549 rBV5 7550 12697 0.22% 0.023%
106 7.175 672 678 691 rBV 175146 327435 5.73% 0.583%
11  7.334 697 705 719 rBV 727300 1180463 20.65% 2.103%
12 7.540 734 740 763 rVB 711302 1180572 20.65% 2.103%
13 8.010 812 820 834 rBV 640495 1023075 17.89% 1.823%
14 8.293 865 868 875 rVB9 3049 6404 0.11% 0.011%
15 8.728 932 942 957 rBV 618980 1092359 19.10% 1.946%
16 9.187 1012 1020 1034 rBV 956766 1640070 28.68% 2.922%
17 9.540 1073 1080 1089 rBV2 76064 144138 2.52% 0.257%
18 9.816 1122 1127 1131 rBV6 12592 21276  0.37% 0.038%
19 9.916 1136 1144 1157 rBV 792530 1372744 24.01% 2.446%
20 10.204 1188 1193 1194 rBV5 4086 5796 0.10% 0.010%
21 10.457 1229 1236 1257 rBV 1086181 2060586 36.04% 3.671%
22 10.834 1293 1300 1308 rBV 953671 1573341 27.52% 2.803%
23 10.981 1319 1325 1340 rBV 339650 710737 12.43% 1.266%
24 11.193 1358 1361 1367 rVB8 7261 11901 0.21% 0.021%
25 11.422 1398 1400 1407 rVBS8 5245 8575 0.15% 0.015%
26 11.651 1435 1439 1441 rBV5 7552 11264 0.20% 0.020%
27 12.087 1505 1513 1519 rBV5 12164 29715 ©.52% 0.053%
28 12.157 1521 1525 1531 rVV9 8877 17132 0.30% 0.031%
29 12.240 1535 1539 1542 rBVS5S 6100 9712 0.17% 0.017%
30 12.334 1551 1555 1558 rBV6 4232 6941 0.12% 0.012%
31 12.428 1567 1571 1575 rBV3 14061 24241 0.42% 0.043%
32 12.775 1625 1630 1635 rVBS 5670 11823 0.21% 0.021%
33 12.957 1659 1661 1666 rVB4 10305 11216 ©0.20% ©0.020%
34 13.016 1666 1671 1674 rBV7 5659 10359 0.18% 0.018%
35 13.128 1687 1690 1697 rVB7 8895 16026 0.28% 0.029%
36 13.345 1721 1727 1730 rBV7 4930 9962 0.17% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc :

ALS Vvial : 56 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_ P\Methods\SFAM-EPA-BP©32823.M
Title : SVOA CALIBRATION
37 13.392 1731 1735 1740 rvv8 5818 11244 0.20% 0.020%
38 13.469 1743 1748 1751 rBV6 12931 18220 0.32% 0.032%
39 13.545 1757 1761 1769 rBvVS8 9735 20967 0.37% 0.037%
40 13.669 1779 1782 1787 rVB7 11474 16554 0.29% 0.029%
41 13.981 1832 1835 1839 rBV6 5294 9536 0.17% 0.017%
42 14.075 1842 1851 1864 rVV 2545911 3660023 64.01% 6.521%
43 14.175 1866 1868 1871 rVB4 8485 9513 0.17% 0.017%
44 14.257 1879 1882 1885 rBV5 5477 7945 0.14% 0.014%
45 14.304 1887 1890 1893 rvV5 8910 11451 0.20% 0.020%
46 14.363 1893 1900 1913 rVB 2762209 4050846 70.85% 7.217%
47 14.616 1940 1943 1945 rBV 13341 13274 0.23% 0.024%
48 14.669 1945 1952 1958 rVV 1483104 2193771 38.37% 3.908%
49 14.910 1988 1993 2007 rBV 83289 235719 4.12% 0.420%
50 15.481 2087 2090 2094 rBV 22870 30267 ©.53% 0.054%
51 15.663 2114 2121 2133 rBV 3684910 5117221 89.50% 9.117%
52 15.786 2136 2142 2150 rBV 1242674 1816569 31.77% 3.236%
53 15.869 2152 2156 2160 rBV 129344 151011 2.64% 0.269%
54 16.028 2178 2183 2190 rBV 650537 856749 14.98%  1.526%
55 16.181 2204 2209 2215 rBV 492646 667054 11.67%  1.188%
56 16.516 2263 2266 2270 rBV 21621 24311 0.43% 0.043%
57 16.598 2276 2280 2286 rBV6 17179 37146 0.65% 0.066%
58 16.698 2292 2297 2301 rBV 343608 494863 8.65% 0.882%
59 17.428 2415 2421 2430 rBV 1862349 2564896 44.86% 4.570%
60 17.528 2432 2438 2446 rVV2 3612659 5255449 91.92% 9.363%
61 18.292 2564 2568 2577 rBV 313941 455112 7.96% 0.811%
62 18.704 2635 2638 2647 rVB 51419 68276 1.19% 0.122%
63 19.333 2742 2745 2750 rBV2 47314 58301 1.02% 0.104%
64 19.522 2773 2777 2782 rBV2 133047 200866 3.51% 0.358%
65 19.757 2811 2817 2822 rBV 4359477 5717670 100.00% 10.186%
66 20.727 2979 2982 2986 rVB3 97231 108132 1.89% 0.193%
67 21.198 3059 3062 3068 rBvV2 195227 280614 4.91% 0.500%
68 21.516 3111 3116 3123 rBV 1405687 1906941 33.35% 3.397%
69 23.868 3509 3516 3528 rBV2 1961471 3941930 68.94% 7.023%
70 24.033 3538 3544 3558 rVB2 823061 1770917 30.97%  3.155%

71 24.674 3648 3653 3663 rVB3 595554 1339026 23.42%  2.386%

Sum of corrected areas: 56129893
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP014447.D\data.ms

4000000

3000000

2000000

10.457
9.187 10.834
1000000 7.334640 g 010 8. 728 . 916
- 17 0.981
ol3:387 4205132524 581 5.0%293 6.387 o 8.293 9.549.8 10 204 1.1BB4PR651
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 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 T T T T ‘ T T T T T T T ‘ T T T
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 1000 1050 11.00 11.50
Abundance TIC: BP014447.D\data.ms
19.757
4000000 15.663 17.528
3000000 14.363
14.075
2000000 17.428
14.669
15.786
1000000 16026
16.698 18.292 éij L/M
127BIBELE2. zzmmmmm 9 910 15.48)" JL‘M 8 18704 19

0“””"‘H‘HH‘HH‘HH‘HH‘HH L e e e A T AL AL AL B A e o B o e e
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP014447.D\data.ms

4000000
3000000
23.868

2000000

1000000

0\ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.028 7.81 ng/ul 856749  Acenaphthene-die 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 95
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2183 (16.028 min): BP014447.D\data.ms (-2178) (- m/z 105.00 100.00%
105.0
5000 1821
T T
39 16.00
Ofroibid |y L 280938431 4292 5352 sz 77.e0  73.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —tr :
16.00
m/z 182.05 50.25%
0 2?.0 ]
\\\‘\‘\\‘\\’\\\\[h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T \
16.00
5000 1820 m/z 50.95 28.79%
0 27‘.0‘ 11 "
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone — ‘
105.0 16.00
m/z 49.95 9.60%
182.0
5000
ottt s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzenesulfonamide, N-ethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.180 5.20 ng/ul 667054  Phenanthrene-die 17.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 benzenesulfonamide, 4-methyl-N-[... 369 C16H19NO5S2 1000402-61-7 59
3 Benzenesulfonyl chloride, 4-methyl- 190 C7H7C102S 000098-59-9 50
4 Tolbutamide 270 C12H18N203S 000064-77-7 50
5 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 49
Abundance Scan 2209 (16.181 min): BP014447.D\data.ms (-2204) (- m/z 91.00 100.00%
91.0
5000
155.0 A
—r —
‘ ’ 21 16.00 16.50
o didsliy | 2159 2820 354.9415.1477.1 547 s 05 20,024

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0

5000
155.0 16 00
m/z 155.0

ﬁ”\ ﬂ

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277806: benzenesulfonamide, 4-methyl-N-[2-[[(4-methy

91.0 155.0 AJ
—
1600 16.50
5000 m/z 89.95 25.71%
030’ ‘“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65143: Benzenesulfonyl chloride, 4-methyl- —
91.0 1600 16.50
m/z 199.05 16.13%
5000 155.0
LY S PN /\ S SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzenesulfonamide, N-ethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.698 3.86 ng/ul 494863  Phenanthrene-d10 17.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 97
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 96
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
4 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
5 4-Methyl-N-(2-oxobutyl)benzenesu... 241 C11H15NO03S 1000192-14-5 86

Abundance Scan 2297 (16.698 min): BP014447.D\data.ms (-2292) (-] ' m/z 91.00 100.00%

91.0
155.0
5000
T

16 50 17 00

Wk 214.9 326.9 415.9475.0534.2

OF o el e e BRETT L PERT T m/z 155.00 69.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0
5000 . ‘

1650 17.00
m/z 183.95 42.91%

28.
‘\\I\\ﬁ‘\]\‘\"\\\\‘i\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0

16 50 17.00

o

—

5000 ITI Z 65.00 28.81%
Y O O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl-
155.0 1650 1700

m/z 92.05 13.65%

91.0
5000
15.0 ‘
0 I\ | |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 50 17 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BP032823.M

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 n-Hexadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.292 3.55 ng/ul 455112  Phenanthrene-d10 17.427
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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2568 (18.292 min): BP014447.D\data.ms (-2564) (- m/z 73.00 100.00%
73.0
5000 MWM“WWVMMJ\&NMNVMWNA
2132 s —
m ’ 18.00 18.50
0lrr H‘Mw““mm‘\253‘5“9‘3559415”9?259"5“7'80 m/z 43.05 87.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 59.95 85.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
— =
18.00 18.50
5000 129.0 m/Z 57.00 71.56%
“ 213.0
(- “\mem‘\m‘\m‘_m,‘m,w,www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 55.00 68.41%
5000 256.0
129.0
IR TS N S ) b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.522 2.11 ng/ul 200866  Chrysene-di2 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2777 (19.522 min): BP014447.D\data.ms (-2773) (- m/z 73.00 100.00%
73.0
5000 MLWW
241.2 — :
h } 171 l 355.9415.2 19-50
" “‘\‘J'““\“lh“““‘H“J‘ch\m‘lm e S2LT m/z 43.00  80.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
V 284.0 m/z 60.00  75.69%
O ‘\\J‘\ “‘ J }“”H\\l\f\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
T \
19.50
5000 m/z 57.05 63.98%
185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid ——
43.0 19.50
m/z 55.05 62.92%
5000
12
“ 9.0 284.0
0 “ “}““m%\* —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.198 2.94 ng/ul 280614  Chrysene-di2 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Tricosene 322 C23H46 018835-32-0 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Octadecanol 270 C18H380 000112-92-5 94

Abundance Scan 3062 (21.198 min): BP014447.D\data.ms (-3059) (- m/z 57.10 100.00%
7.1

5
5000

1%5.1 T 1

207.0 21.00 21.50
267.0 355.1 : -

ol 5MMMMH‘ﬁ«‘quuu_‘uﬂu‘ﬂ¥79f3+ﬂ?§ﬁ? m/z 55.05 97.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

5000 —— —
21.00 21.50
125.0 m/z 83.85  90.94%
” 336.0
O‘\\\\\“ MM\“\‘\‘\“]\“‘H\\‘H\\‘H\\‘H\‘\‘\H\‘\H\‘\H\‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
L — L —
21.00 21.50
5000 ITI/Z 69.05 87.51%

5.0
\ .0 266.0
ol LU 20002860
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #227234: 1-Tricosene
43.

T
21.00 21.50
m/z 43.10 81.32%

D
- I /\Wrwj\bmﬂ

Ly ae20  a220
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 7 Isophthalic acid, 2-adamant... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.674 15.12 ng/ul 1339030  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isophthalic acid, 2-adamantyl et... 328 C20H2404 1000343-95-9 51
2 Methanone, (5-methoxy-3-benzofur... 258 C14H1003S 310456-37-2 30
3 Naphthalene, 1,2,3,5,8,8a-hexahy... 134 C10H14 062690-65-7 25
4 Carbamic acid, (2-methoxyphenyl)... 258 C14H14N203 1000319-47-1 18
5 1-(4-Ethyl-phenyl)-5-oxo-pyrroli... 328 C20H28N202 1010275-50-2 15

Abundance Scan 3653 (24.674 min): BP014447.D\data.ms (-3648) (- m/z 258.15 100.00%

125.1 258.1
50001 . 328.1

1971 === R

| 24.50 25.00
ol 399.0 489.1548. ./, 125.1@ 88.98%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #234579: Isophthalic acid, 2-adamantyl ethyl ester
134.0

5000 328.0 L T
24.50 25.00

m/z 111.10  82.01%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145331: Methanone, (5-methoxy-3-benzofuryl)(2-thienyl
258.0

\
111.0 24.50 25.00
5000 m/z 91.00 81.46%

175.0
39.0 l
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #17101: Naphthalene, 1,2,3,5,8,8a-hexahydro- —— ‘
91.0 24.50 25.00

m/z 134.05 73.18%

- J\H
h MI hl "h Iy |

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

o

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014447.D

Acqg On : 31 Mar 2023 17:06
Operator : CG/JU

Sample : 02093-01

Misc

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 16.028 7.8 ng/ul 856749 3 14.669 2193770 20.0
Benzenesulfonam... 16.180 5.2 ng/ul 667054 4 17.427 2564900 20.0
Benzenesulfonam... 16.698 3.9 ng/ul 494863 4 17.427 2564900 20.0
n-Hexadecanoic ... 18.292 3.5 ng/ul 455112 4 17.427 2564900 20.0
Octadecanoic acid  19.522 2.1 ng/ul 200866 5 21.516 1906940 20.0
(DEL) Alkane: S... 21.198 2.9 ng/ul 280614 5 21.516 1906940 20.0
Isophthalic aci... 24.674 15.1 ng/ul 1339030 6 24.033 1770920 20.0
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