LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc :

ALS Vvial : 11 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_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34382.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.005 16 20 28 rVB 29829 44014 1.36% 0.131%
2 3.399 84 87 102 rBV 84327 141763 4.38% 0.423%
3 3.693 133 137 141 rVB 16671 20642 0.64% 0.062%
4 6.581 622 628 643 rBV 410873 664435 20.53%  1.983%
5 6.740 649 655 665 rBvV 358221 563313 17.41% 1.681%
6 6.922 679 686 696 rBV 465292 727318 22.48% 2.171%
7 7.381 757 764 774 rBV 783107 1193808 36.89% 3.563%
8 7.475 775 780 787 rVB8 6493 16258 0.50% 0.049%
9 8.093 879 885 899 rBV 497400 837231 25.87% 2.499%
10 8.457 945 947 951 rBV5 2203 3292 0.10% 0.010%
11 8.522 951 958 969 rBV 410815 664199 20.52%  1.982%
12 8.699 982 988 989 rBV6 3153 4777 0.15% 0.014%
13  8.969 1031 1034 1043 rVB6 5429 10122 0.31% 0.030%
14 9.110 1051 1058 1064 rBV 30253 53633 1.66% 0.160%
15 9.234 1072 1079 1096 rBV 275129 466660 14.42%  1.393%

16 9.769 1163 1170 1185 rBV 495227 834254 25.78%
17 10.134 1224 1232 1243 rBV 954670 1583206 48.92%
18 10.287 1251 1258 1277 rBV 362475 708221 21.89%
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19 10.734 1326 1334 1344 rBV 7397 24762 0.77% 074%
20 10.993 1373 1378 1382 rBV8 2018 3596 0.11% 011%
21 11.740 1500 1505 1512 rBV4 7775 15190 ©0.47% 0.045%
22 12.040 1552 1556 1558 rBV3 3073 4699 0.15% 0.014%
23 12.875 1694 1698 1703 rVB4 6906 9686 ©0.30% 0.029%
24 13.457 1791 1797 1869 rBV 816972 1188119 36.71%  3.546%
25 13.722 1835 1842 1861 rBV 1093655 1603860 49.56% 4.787%

26 13.969 1881 1884 1888 rVBS5 3932 4740 0
27 14.034 1888 1895 1967 rBV 1371993 1985270 61.
28 14.269 1929 1935 1947 rBV 144838 308868  9.54%
29 14.869 2034 2037 2044 rVB6 2970 5815 0
30 14.934 2044 2048 2052 rBV6 3032 5034 o
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31 15.039 2059 2066 2081 rBV 1344870 1993685 61.61%

5.
32 15.169 2083 2088 2102 rVV 202169 289587 8.95% 0.864%
33 15.281 2103 2107 2111 rVB4 5527 9379 0.29% 0.028%
34 15.416 2124 2136 2139 rBV 250602 347138 10.73% 1.036%
35 15.981 2217 2226 2231 rBV7 7138 17016 ©.53% ©0.051%
36 16.204 2260 2264 2268 rBv4 6111 7299 0.23% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc :

ALS Vvial : 11 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_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
37 16.275 2270 2276 2280 rvv8 3016 5917 ©0.18% 0.018%
38 16.457 2302 2307 2308 rBV5 3710 5927 0.18% 0.018%
39 16.586 2324 2329 2332 rBV5 3555 5557 0.17% 0.017%
40 16.792 2355 2364 2374 rBV 1720935 2296288 70.96% 6.853%
41 16.886 2374 2380 2396 rVV 1457052 2167601 66.98% 6.469%
42 17.010 2398 2401 2406 rVB5 11746 18421 0.57% 0.055%
43 17.210 2433 2435 2441 rVB6 3749 5190 0.16% 0.015%
44 17.598 2495 2501 2509 rBV7 7545 19606 0.61% 0.059%
45 17.727 2518 2523 2532 rBV2 147030 255048 7.88% 0.761%
46 18.163 2593 2597 2601 rBV5 18163 23011 0.71% 0.069%
47 18.198 2601 2603 2606 rVv4 6372 7962 0.25% 0.024%
48 18.227 2606 2608 2612 rvVB5 5354 5819 0.18% 0.017%
49 18.410 2636 2639 2640 rBvV3 4246 4066 0.13% 0.012%
50 18.763 2695 2699 2703 rBV 20554 26455 0.82% 0.079%
51 18.833 2708 2711 2715 rBV 17740 21999 0.68% 0.066%
52 19.027 2740 2744 2750 rBvV3 35304 59017 1.82% 0.176%
53 19.198 2767 2773 2781 rBV 1917136 2620807 80.99% 7.822%
54 19.804 2873 2876 2881 rVB3 19199 19555 0.60% 0.058%
55 20.304 2958 2961 2965 rvB2 27591 30268 0.94% 0.090%
56 20.763 3034 3039 3046 rBV 267913 390778 12.08%  1.166%
57 21.027 3078 3084 3096 rBV2 2017874 2808191 86.78%  8.381%
58 21.245 3119 3121 3126 rVB 45727 51143 1.58% 0.153%
59 23.551 3505 3513 3529 rBV 1421274 3060807 94.58% 9.135%
60 23.733 3536 3544 3552 rBV 1467721 3236073 100.00% 9.658%

Sum of corrected areas: 33506389
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034382.D\data.ms

2000000
1500000

1000000 10.134
7.381

922 9.769

500000 6.58%, %8522
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Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 1100 11.50 1200 12.50

Abundance TIC: BN034382.D\data.ms
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2000000 19.198
16.792
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1500000 14.034 15.039
13.722

1000000
13.457
500000 20,763
416
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Abundance TIC: BN034382.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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.
15.416 3.02 ng/ul 347138 Phenanthrene-d10 16.792
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 90
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2130 (15.416 min): BN034382.D\data.ms (-2124) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0 A
15.50
152.0
Obrrprrrepdbprl e b e b e e 2808 m/z 77.00 66.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 L
15.50
51.0 m/z 182.00  53.68%
oA ) 1920
OH\’\\H“\H\‘H\‘\’\\H‘\H\’\H\‘\H‘\‘H\\’HH‘HH’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
———
182.0 15.50
5000 ’ m/z 51.00 25.04%
51.0
‘ | 1520 |
Orrprrrrprdbrprrhprrre b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone —
105.0 15.50
m/z 181.10 8.50%
5000 182.0
51.0
ol80 | | 1520 | .
S e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.727 2.22 ng/ul 255048  Phenanthrene-di10 16.792
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2523 (17.727 min): BN034382.D\data.ms (-2518) (- | m/z 73.00 100.00%
73.0
5000 1291 JL
213.2 I LT
ssp| | 17‘1-1 i - 17.50 18.00
0b—— %“ “Wﬂww‘k‘ukmyw‘h“k‘c‘ 7 m/z 60.00 86.09%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— P
129.0 17.50 18.00
3.0 213.0 m/z 43.05 75.32%
‘ 171.0 ‘
Ot \“ “ HM\‘N \““‘\ \“ \‘\H“ \‘\“\ t “\ L B
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
T —
17.50 18.00
5000 256.0 m/z 57.00 65.41%
129.0
30 213.0
‘ ‘ 171.0
YN 1011 P
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid — —
60.0 17.50 18.00
m/z 41.00 61.49%
5000 129.0
171.0 213.0 256.0
- uﬂh“‘w‘“‘w \“‘w Hm‘ “‘,‘ s i
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.763 2.78 ng/ul 390778 Chrysene-d12 21.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94

Abundance Scan 3039 (20.763 min): BN034382.D\data.ms (-3034) (- | m/z 57.10 100.00%

57.1
5000
11.1
J

&

2050  21.00
68.1 282.0

— hﬂuhw“m“??99““‘ 3280 4011 n/z 43.05  84.21%

miz--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

5000 e ==
11.0 20.50 21.00

m/z 55.05 78.15%

oL LU, 180 2690500
mi/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0

T
20.50 21.00

5000 m/z 83.10 77 .09%
0 \‘ 1 \H‘ \\‘\ \‘ ‘\ 1\\6? 0 2380 292 0 364 0
h w** R B e e e T A R
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate T A
57.0 20.50 21.00

m/z 69.05 69.84%

5000
11.0
0 i H b h ‘ 238.0284.0 434 |

m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34382.D

Acqg On : 03 Oct 2024 22:27
Operator : RC/JU

Sample : P4084-08

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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 15.416 3.0 ng/ul 347138 4 16.792 2296290 20.0
n-Hexadecanoic ... 17.727 2.2 ng/ul 255048 4 16.792 2296290 20.0
Trifluoroacetox... 20.763 2.8 ng/ul 390778 5 21.027 2808190 20.0
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