LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070623\
Data File : BP@16074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc :

ALS Vvial : 52 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO16074.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.352 24 28 31 rBV 54995 72098 0.84% 0.090%
2 3.387 31 34 40 rVB 69426 94438 1.10% 0.118%
3 3.816 105 107 126 rBV 134416 321520 3.73% 0.403%
4 4.011 136 140 149 rVB 38880 63114 0.73% 0.079%
5 4.116 155 158 164 rVB3 16969 26171 0.30% 0.033%
6 4.658 245 250 259 rBV2 45365 84726 ©0.98% 0.106%
7 5.110 322 327 336 rBvV2 26450 60173 0.70% 0.075%
8 6.069 484 490 493 rBvVS8 6699 10642 0.12% 0.013%
9 7.087 659 663 667 rvB7 6410 11836 0.14% 0.015%
10 7.252 684 691 703 rBv2 119537 362309 4.21% 0.454%
11  7.357 703 709 733 rVB 722494 1606149 18.65% 2.013%
12 7.569 738 745 769 rVvwV 584701 1513916 17.58% 1.898%
13 8.028 815 823 829 rBV 649818 1350812 15.68% 1.693%
14 8.093 829 834 881 rVB 339807 2187979 25.40% 2.743%
15 8.787 943 952 967 rBV 378721 1261589 14.65% 1.581%
16 8.899 967 971 981 rVB 109514 235020 2.73% 0.295%
17 9.151 1008 1014 1019 rBV2 30699 58593 0.68% 0.073%
18 9.222 1019 1026 1055 rVV 851886 2080834 24.16% 2.608%
19 9.534 1077 1079 1086 rVB4 10255 16915 0.20% 0.021%
20 9.957 1143 1151 1177 rBV2 541500 1807244 20.98% 2.265%

21 10.540 1241 1250 1285 rBV 524034 2416570 28.06%
22 10.851 1296 1303 1323 rVB 1002516 2356985 27.37%
23 11.045 1329 1336 1375 rBV 430434 1848881 21.47%
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24 11.651 1433 1439 1441 rBV6 7224 11385 ©0.13% 014%
25 11.745 1447 1455 1458 rBVi1e 8079 21651 0.25% 0.027%
26 12.040 1496 1505 1510 rVB2 19514 31737 0.37% 0.040%
27 12.204 1527 1533 1536 rBV5 12604 21925 ©0.25% 0.027%
28 12.228 1536 1537 1545 rVB8 8582 13123 ©0.15% ©0.016%
29 12.504 1578 1584 1591 rBV3 16762 34903 0.41% 0.044%
30 12.581 1591 1597 1615 rBV3 35402 164586 1.91% 0.206%
31 12.698 1615 1617 1624 rVB6 9317 14631 ©0.17% ©0.018%
32 12.910 1648 1653 1655 rBV6 5638 10041 0.12% 0.013%
33 13.051 1669 1677 1679 rBV5 14690 27774 0.32% 0.035%
34 13.275 1710 1715 1720 rBV6 19804 35140 0.41% 0.044%
35 13.334 1720 1725 1729 rVB6 6422 12463 0.14% 0.016%
36 13.551 1757 1762 1770 rBv4 17160 34098 0.40% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070623\
Data File : BP@16074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc :

ALS Vvial : 52 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 13.675 1776 1783 1785 rBvV8 5817 10800 0.13% 0.014%
38 14.022 1837 1842 1846 rVvB3 13510 18620 0.22% 0.023%
39 14.092 1846 1854 1880 rBV 2385506 4721677 54.82% 5.918%
40 14.310 1884 1891 1894 rBV7 10569 19011 0.22% 0.024%
41 14.375 1895 1902 1922 rBV 3113973 5245438 60.90% 6.575%
42 14.675 1947 1953 1969 rBV 1971774 3240637 37.63% 4.062%
43 15.116 2017 2028 2040 rBV7 45985 223463 2.59% 0.280%
44 15.439 2076 2083 2089 rBV2 145992 260542 3.03% 0.327%
45 15.504 2090 2094 2103 rVV 42085 70627 ©0.82% 0.089%
46 15.575 2103 2106 2110 rVB6 8651 12884 0.15% 0.016%
47 15.681 2117 2124 2144 rBV 3312352 6622572 76.89% 8.301%
48 15.863 2148 2155 2181 rVV 706759 2256604 26.20%  2.829%
49 16.051 2181 2187 2207 rVB 614480 1058022 12.28% 1.326%
50 16.257 2216 2222 2230 rVB 10201 31213 0.36% 0.039%
51 16.357 2236 2239 2245 rVB8 6189 11641 0.14% 0.015%
52 16.469 2256 2258 2263 rVB6 7113 9006 0.10% 0.011%
53 16.604 2275 2281 2292 rVB 178260 286827 3.33% 0.360%
54 16.833 2317 2320 2326 rVB4 13989 21398 0.25% 0.027%
55 16.945 2334 2339 2349 rBV 43317 113890 1.32% 0.143%
56 17.186 2377 2380 2385 rVB6 13694 20376 0.24% 0.026%
57 17.280 2391 2396 2411 rVB 86828 199173  2.31% 0.250%
58 17.439 2417 2423 2434 rBV 2585961 3899894 45.28%  4.888%
59 17.545 2434 2441 2467 rVV2 3663808 7903102 91.76% 9.906%
60 18.075 2527 2531 2541 rVB2 125456 165676 1.92% 0.208%
61 18.292 2563 2568 2580 rBV 379116 775874  9.01% 0.973%
62 18.498 2599 2603 2610 rBV 111017 162133 1.88% 0.203%
63 19.351 2744 2748 2752 rBV4 83736 144034 1.67% 0.181%
64 19.521 2773 2777 2785 rBV 207007 366105 4.25%  0.459%
65 19.774 2814 2820 2841 rBV 4588799 8612611 100.00% 10.796%
66 21.233 3064 3068 3078 rVB4 151771 289315 3.36% 0.363%
67 21.545 3116 3121 3133 rBV2 1667910 3719025 43.18% 4.662%
68 23.909 3516 3523 3544 rVV2 2370487 5841257 67.82% 7.322%
69 24.080 3546 3552 3577 rVB 972475 3164138 36.74% 3.966%

Sum of corrected areas: 79779556
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070623\
Data File : BP@16074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP016074.D\data.ms
4000000
3000000
2000000
10.851
1000000 9.222
73%569 8.028 9.957 10.540
OM%@QM 4658 5.110 6.069 7.0873% 8:899 151 9.534 /\ /\ 11658
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 600 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP016074.D\data.ms
19.774
4000000 17.545
15.681
14.375
3000000
17.439
14.092
2000000 14.675
1000000
5-868%51
18.292 %% 21
6.60: 19.35!
2 120NQ % B%YAGI ORLIMBT734.022.310 || 15. 11%?@ aaskid o esmbl 18.07518.498
D R e e e e e e e e e e e e e e e A B A e S e e B B
Time--> 12.00 1250 13.00 1350 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
Abundance TIC: BP016074.D\data.ms
4000000
23.909
3000000
21.545
2000000
4.080
1000000
21./%33
/_,\,\/J/’A)
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070623\
Data File : BP@16074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 1-Hexanol, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.093  32.40 ng/ul 2187980 1,4-Dichlorobenzene-d4 8.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 834 (8.093 min): BP016074.D\data.ms (-829) (-)
57.0

m/z 57.00 100.00%

5000

?

| 7.80 8.00 8.20 8.40
ol kb4 11369 2079 282.6 36904307 522.9 'y 7 41.00  39.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 UL L B I B AL R
7.80 8.00 8.20 8.40
m/z 43.00 34.25%
O‘\\\LHI‘\llY‘\\J‘\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

f

Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
T
7.80 8.00 8.20 8.40
5000 ITI/Z 55.00 28.36%
o_‘”H"HJ‘mH,‘HwH‘w,w_m‘wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl- T
57.0 7.80 8.00 8.20 8.40
m/z 56.00 21.75%
5000 /\N
o““”,, A RERRN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070623\
Data File : BP@16074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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.
16.051 6.53 ng/ul 1058020  Acenaphthene-d10 14.675
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 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 86
Abundance Scan 2187 (16.051 min): BP016074.D\data.ms (-2181) (- m/z 105.00 100.00%
105.0
5000 182.0
T T
39 16.00
Ofrorbide b L 28113409 4291 5324 n/; 77.00  72.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 — ‘
16.00
m/z 182.00  47.93%
O \\\\‘\\‘\\‘\\\\’i\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T 7
16.00
5000 1820 m/z 51.00 28.85%
0 271.0‘\ 11 b ‘
A M R mamas B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone 7 T
105.0 16.00
m/z 49.95 9.48%
182.0
5000
T T T T T T T —
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\BP070623\
Data File : BP@16074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.292 3.98 ng/ul 775874  Phenanthrene-di10 17.439
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 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2568 (18.292 min): BP016074.D\data.ms (-2563) (- m/z 73.00 100.00%
73.0
5000 WJ\\A
213 2 T 1
“H P 18.00 18.50
0l MM A_Hm 112851 3551 4330 5252 m/z 43.e0 90.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 s —
129.0 18.00 18.50
m/z 60.00 84.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
— =
18.00 18.50
5000 256.0 m/z 57.00 71.74%
129.0
AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 41.00 70.61%
5000 129.0
“ 213.0
- ‘I‘NMM“Hmm‘“‘m‘uWWWWWW _— .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070623\
Data File : BP016074.D

Acqg On : 07 Jul 2023 17:01
Operator : MA/JU

Sample : 03283-12

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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|

1-Hexanol, 2-et... 8.093 32.4 ng/ul 2187980 1 8.028 1350810 20.0
Benzophenone 16.051 6.5 ng/ul 1058020 3 14.675 3240640 20.0
n-Hexadecanoic ... 18.292 4.0 ng/ul 775874 4 17.439 3899890 20.0
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