LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48272.D

Acqg On : 29 Oct 2024 02:27
Operator : RC/JU

Sample : P4529-14

Misc :

ALS Vvial : 26 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-BM102624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48272.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 28 31 39 rVB 48988 69098 1.80% ©.153%
2 3.587 99 102 120 rVB 389623 600461 15.66% 1.332%
3 3.910e 154 157 164 rVB4 13084 19526 0.51% 0.043%
4 4.846 310 316 322 rBV2 13474 27685 0.72% 0.061%
5 5.204 375 377 381 rvB3 3243 4756 0.12% 0.011%
6 5.740 467 468 473 rBvV4 3053 3867 ©0.10% 0.009%
7 6.075 520 525 528 rVB5S 4201 5813 ©.15% 0.013%
8 6.893 655 664 677 rBvV 634309 1091424 28.47% 2.422%
9 7.051 683 691 704 rBvV 564656 902152 23.53% 2.002%
10 7.251 719 725 738 rBV 668120 1091903 28.48% 2.423%
11 7.540 770 774 776 rBV5 3005 4051 0.11% 0.009%
12 7.716 796 804 813 rBV 753696 1221137 31.85% 2.710%
13  7.969 845 847 856 rVB8 6126 15083 0.39% 0.033%
14 8.434 919 926 945 rBV 769876 1321334 34.47%  2.932%
15 8.875 993 1001 1011 rBV 603509 1029532 26.85% 2.284%
16 9.304 1069 1074 1080 rBv4 14169 24972 0.65% 0.055%
17 9.451 1093 1099 1104 rBV2 26609 50221 1.31% 0.111%
18 9.598 1116 1124 1138 rBV 461542 826232 21.55% 1.833%
19 9.775 1152 1154 1158 rVB5 3351 4813 0.13% 0.011%
20 10.139 1208 1216 1238 rBV 672446 1292392 33.71% 2.868%
21 10.504 1271 1278 1289 rBV 1030475 1724258 44.98%  3.826%
22 10.651 1295 1303 1324 rBV 595330 1272528 33.19% 2.824%
23 11.086 1374 1377 1384 rVB6 6295 10672 0.28% 0.024%
24 11.792 1491 1497 1502 rBV5 9764 15883 0.41% 0.035%
25 12.128 1543 1554 1559 rVv4 10327 22167 ©.58% 0.049%
26 12.722 1649 1655 1658 rBV5 3543 5855 ©.15% 0.013%
27 12.816 1668 1671 1676 rBV4 6469 9787 0.26% 0.022%
28 12.969 1695 1697 1701 rVB5 4337 5960 0.16% 0.013%
29 13.192 1730 1735 1744 rBVS5S 7319 13394 0.35% 0.030%
30 13.333 1754 1759 1764 rVB7 5240 8320 0.22% 0.018%
31 13.774 1827 1834 1843 rBV 1324283 1885919 49.19% 4.185%
32 13.892 1852 1854 1861 rVB5 4684 7988 0.21% 0.018%
33 14.051 1871 1881 1894 rBV 1554908 2382942 62.16% 5.287%
34 14.263 1913 1917 1922 rVB5 6983 12205 0.32% 0.027%

4.

35 14.363 1927 1934 1943 rBV 1464701 2219256 57.89%

36 14.486 1952 1955 1961 rVB7 3358 5454 0.14% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48272.D

Acqg On : 29 Oct 2024 02:27
Operator : RC/JU

Sample : P4529-14

Misc :

ALS Vvial : 26 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-BM102624.MA.M
Title : SVOA CALIBRATION
37 14.586 1964 1972 1996 rBV 253358 698437 18.22%  1.550%
38 14.792 2004 2007 2013 rVB6 10978 16240 0.42% 0.036%
39 15.168 2067 2071 2072 rBv4 6682 6870 0.18% 0.015%
40 15.216 2077 2079 2084 rVB5 4925 7268 0.19% 0.016%
41 15.268 2084 2088 2093 rBV7 2673 4212 0.11% 0.009%
42 15.357 2094 2103 2118 rBV 2033767 2986138 77.89% 6.626%
43 15.480 2118 2124 2140 rVV 452188 712637 18.59% 1.581%
44 15.592 2140 2143 2146 rVW5 12424 22014 ©.57% 0.049%
45 15.621 2146 2148 2155 rVV3 14114 21126 ©.55% 0.047%
46 15.721 2158 2165 2171 rVV 383160 540920 14.11% 1.200%
47 15.774 2171 2174 2180 rVV6 8505 16464 0.43% 0.037%
48 15.821 2180 2182 2191 rVB8 4162 7826 0.20% 0.017%
49 15.921 2196 2199 2203 rVB5 4963 6764 0.18% 0.015%
50 16.104 2223 2230 2233 rBV2 23480 37327 0.97% ©0.083%
51 16.286 2255 2261 2265 rVB3 12774 22195 0.58% 0.049%
52 16.921 2366 2369 2377 rVB3 19393 28700 0.75% 0.064%
53 17.033 2383 2388 2393 rvB8 8298 14848 0.39% 0.033%
54 17.104 2393 2400 2410 rBV 1842655 2572613 67.11% 5.708%
55 17.204 2410 2417 2430 rVV 2087395 3146758 82.08% 6.982%
56 17.310 2430 2435 2440 rVB6 24403 39653 1.03% ©0.088%
57 17.868 2528 2530 2536 rvv7 4664 8358 0.22% 0.019%
58 18.004 2547 2553 2562 rBV 299551 492205 12.84% 1.092%
59 18.304 2601 2604 2610 rVB5 13885 18638 0.49% 0.041%
60 18.674 2663 2667 2670 rBV5 6834 11934 0.31% 0.026%
61 19.062 2729 2733 2737 rBv4 28807 40186 1.05% ©0.089%
62 19.133 2741 2745 2753 rBV 35660 70600 1.84% 0.157%
63 19.280 2765 2770 2777 rBV3 83097 139201 3.63% 0.309%
64 19.492 2800 2806 2820 rBV 2709570 3795449 99.00%  8.422%
65 21.009 3060 3064 3072 rBV3 259052 472062 12.31% 1.047%
66 21.327 3112 3118 3130 rBV 1846551 2862099 74.66% 6.351%
67 24.074 3576 3585 3600 rVB 1544351 3833680 100.00%  8.506%

68 24.274 3610 3619 3634 rVB 1208489 3206082 83.63% 7.114%

Sum of corrected areas: 45068544
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
. BM048272.D

: 29 Oct 2024 02:27

: RC/JU

: P4529-14

: 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48272.D

Acqg On : 29 Oct 2024 02:27
Operator : RC/JU

Sample : P4529-14

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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.
15.721 4.87 ng/ul 540920  Acenaphthene-d10 14.363
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 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2165 (15.721 min): BM048272.D\data.ms (-2158) (- | m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0 — —
15.50 16.00
152.1
Ol bt e 228 T N 207 sz 77,100 62.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 i e
15.50 16.00
51.0 m/z 182.10  54.17%
o.2o | | | 12701520 |
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 23.86%
51.0
Ol e by e A0 5E0 U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56924: Benzophenone = =
77.0 105.0 15.50 16.00
m/z 106.10 8.67%
51.0
5000
182.0
1 I P U O T SN . | O | G
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\BM102824\
Data File : BM@48272.D

Acqg On : 29 Oct 2024 02:27
Operator : RC/JU

Sample : P4529-14

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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.
18.004 3.83 ng/ul 492205  Phenanthrene-d10 17.104
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 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2553 (18.004 min): BM048272.D\data.ms (-2547) (- m/z 73.10 100.00%
73.1

5000 1901
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“ | 1711 ‘ 256.3 18.00
ob— AL M b 3550 /7 43.05  88.90%
50

N

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
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5000 129.0 CT T ‘
18.00
171.0 213.0 256.0 m/z 60.10 86.79%
O LI “ ‘\ “h““ M‘\h} \‘ ‘ “\ \‘ \‘\ “ \“\‘\ T “‘\ LI ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid

.0

=
18.00

5000 256.0 m/z 55.05 76.48%
129.0
30 213.0
‘ ‘ 171.0
YN 101 1 OV PR
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid o ]
3
43.0 256.0 18.00
m/z 57.10 71.22%
5000
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48272.D

Acqg On : 29 Oct 2024 02:27
Operator : RC/JU

Sample : P4529-14

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.009 3.30 ng/ul 472062  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Octacosanol 410 C28H580 000557-61-9 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 3064 (21.009 min): BM048272.D\data.ms (-3060) (- | m/z 57.10 100.00%
57.1

%

5000
111.2
\‘ | 16712191 281.1 3551 430.2 489. 2190
ol b4 227219 L FB0s S5l 4802489 nmyz 43.10  87.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 = :
21.00
m/z 55.05 83.06%
O \\J‘\ “1‘\1!‘ ‘115‘410!21002660
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosano
57.0
—— ‘
21.00
5000 111.0 m/z 83.10 72.76%

“Mm ‘
\\\

mhhh1‘702220 2920 3920

%

0+ e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecy! pentafluoropropionate
57.0 21.00
m/z 97.15 64.62%
h I W‘/LM
AT ZA—s
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48272.D

Acqg On : 29 Oct 2024 02:27
Operator : RC/JU

Sample : P4529-14

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 15.721 4.9 ng/ul 540920 3 14.363 2219260 20.0
n-Hexadecanoic ... 18.004 3.8 ng/ul 492205 4 17.104 2572610 20.0
(DEL) Alkane: S... 21.009 3.3 ng/ul 472062 5 21.327 2862100 20.0
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