LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc :

ALS Vvial : 15 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-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47926.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 42 45 50 rVB 38176 50772 0.69% 0.066%
2 3.669 112 116 127 rBV 520416 829113 11.27% 1.071%
3 3.999 168 172 177 rVB 27823 42254 0.57% 0.055%
4 4.910 323 327 332 rVvB3 12987 23143 0.31% 0.030%
5 5.246 381 384 388 rvB6 5634 8561 ©.12% 0.011%
6 6.057 517 522 526 rBV6 7343 12905 0.18% 0.017%
7 6.798 643 648 654 rBV 41527 71009 0.97% 0.092%
8 6.963 669 676 692 rVB 1128035 1827371 24.85% 2.361%
9 7.122 696 703 715 rVB 868783 1366310 18.58% 1.765%
10 7.328 731 738 748 rBV 1107018 1729838 23.52% 2.235%
11  7.792 809 817 825 rBV 1005909 1594213 21.68% 2.059%
12 7.863 825 829 836 rvB2 24316 42812 0.58% 0.055%
13 8.363 911 914 918 rVB5 5764 7969 0.11% 0.010%
14 8.498 930 937 946 rBV 1478233 2380906 32.38% 3.076%
15 8.945 1006 1013 1027 rVB 1064766 1739461 23.65% 2.247%
16 9.116 1038 1042 1046 rBv4 10742 21052 0.29% 0.027%
17 9.145 1046 1047 1052 rVB5 6134 8052 0.11% 0.010%
18 9.386 1083 1088 1092 rVB3 16290 25167 ©0.34% 0.033%
19 9.510 1103 1109 1116 rBV 143936 221250 3.01% 0.286%
20 9.669 1127 1136 1144 rBV 893381 1479691 20.12% 1.911%
21  9.904 1172 1176 1181 rVB6 10648 16489 0.22% 0.021%
22 10.086 1201 1207 1209 rBV7 4405 7390 0.10% 0.010%
23 10.210 1218 1228 1241 rBV 1415180 2465439 33.53% 3.185%
24 10.369 1251 1255 1261 rVBS8 7106 14084 0.19% 0.018%
25 10.586 1284 1292 1306 rBV 1378556 2277883 30.98% 2.943%

26 10.722 1306 1315 1325 rBV 1326496 2361155 32.11% 3.050%

27 10.892 1339 1344 1350 rVB1o 7241 14167 ©.19% 0.018%
28 11.080 1372 1376 1378 rBV5 9904 16266 ©.22% 0.021%
29 11.122 1378 1383 1390 rVB2 61659 106533 1.45% 0.138%
30 11.327 1414 1418 1422 rBV4 6796 10258 0.14% 0.013%
31 11.380 1422 1427 1432 rVBS8 10177 15621 0.21% ©0.020%
32 11.622 1461 1468 1473 rBV4 22486 42740 0.58% 0.055%
33 11.786 1489 1496 1498 rBVS8 4741 10801 0.15% 0.014%
34 11.875 1505 1511 1516 rBV10 8508 15080 0.21% 0.019%
35 12.010 1529 1534 1540 rBV5 18765 34502 0.47% 0.045%
36 12.086 1543 1547 1554 rBvV8 6459 11335 0.15% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc :

ALS Vvial : 15 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-BM092724.MA.M
Title : SVOA CALIBRATION
37 12.174 1554 1562 1569 rBV2 23495 50211 0.68% 0.065%
38 12.651 1640 1643 1646 rVB5 7200 8918 0.12% 0.012%
39 12.710 1646 1653 1657 rBV1e 7716 15584 0.21% 0.020%
40 12.974 1692 1698 1702 rVB2 29075 45141 0.61% 0.058%
41 13.216 1734 1739 1741 rBV5 6947 10133 0.14% 0.013%
42 13.257 1742 1746 1755 rVWv2 34201 60845 0.83% 0.079%
43 13.351 1759 1762 1766 rVV6 9255 15279 0.21% 0.020%
44 13.404 1766 1771 1777 rVB7 12837 29792 0.41% 0.038%
45 13.751 1827 1830 1834 rBV6 8257 12488 0.17% 0.016%
46 13.839 1838 1845 1854 rVV 2488135 3556832 48.37% 4.595%
47 13.921 1854 1859 1863 rVB3 36961 51329 0.70% 0.066%
48 14.121 1883 1893 1902 rBV2 3019342 4592361 62.45% 5.933%
49 14.268 1914 1918 1925 rVBS8 14310 25051 0.34% 0.032%
50 14.333 1925 1929 1933 rBV7Y7 13813 20987 0.29% 0.027%
51 14.427 1937 1945 1954 rBV 1985580 2909302 39.56% 3.758%
52 14.627 1972 1979 1992 rBV 1136767 1782566 24.24% 2.303%
53 14.774 2000 2004 2005 rBV4 7469 9895 0.13% 0.013%
54 14.839 2010 2015 2021 rVB8 24165 39655 ©0.54% 0.051%
55 14.951 2031 2034 2039 rBV6 12183 20569 0.28% 0.027%
56 15.221 2077 2080 2087 rVBS8 12492 22789 0.31% 0.029%
57 15.421 2107 2114 2120 rBV 3764647 5466756 74.34% 7.062%
58 15.468 2120 2122 2126 rVV5 16343 23317 0.32% 0.030%
59 15.533 2127 2133 2148 rVB 962522 1364724 18.56% 1.763%
60 15.657 2148 2154 2155 rBV5 23835 31943 0.43% 0.041%
61 15.692 2156 2160 2165 rVB3 41671 70338 0.96% 0.091%
62 15.786 2170 2176 2184 rVV 1844732 2589112 35.21% 3.345%
63 15.904 2192 2196 2198 rBV4 9917 13060 0.18% 0.017%
64 16.074 2221 2225 2228 rBV6 12546 23328 0.32% 0.030%
65 16.168 2234 2241 2244 rBV2 76263 132144 1.80% 0.171%
66 16.286 2259 2261 2266 rVB4 14265 14023 0.19% 0.018%
67 16.345 2266 2271 2277 rBV 313473 414857 5.64% ©.536%
68 16.986 2376 2380 2384 rVB 81511 103728 1.41% 0.134%
69 17.168 2405 2411 2416 rBV 2266743 3279523 44.60% 4.237%
70 17.209 2416 2418 2422 rVV 120389 156353 2.13% 0.202%
71 17.268 2422 2428 2437 rVB 3975778 5819947 79.14% 7.518%
72 17.592 2480 2483 2486 rBV4 34905 48882 0.66% 0.063%
73 18.062 2558 2563 2572 rBV2 514661 810975 11.03%  1.048%
74 18.639 2658 2661 2669 rBV7 114777 198095 2.69% 0.256%
75 19.221 2756 2760 2767 rVB 288201 380778 5.18% 0.492%

76 19.339 2777 2780 2783 rBV3 98076 125075 1.70% 0.162%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc

ALS Vvial : 15 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-BM092724.MA.M
Title : SVOA CALIBRATION

77 19.556 2811 2817 2826 rBV 4935324 7353622 100.00%  9.500%
78 21.068 3071 3074 3079 rVB2 535673 644785 8.77% ©.833%
79 21.392 3124 3129 3134 rVB 2332526 3274715 44.53% 4.230%
80 24.185 3596 3604 3621 rVB 2760823 6777121 92.16%  8.755%

81 24.391 3631 3639 3658 rVB 1452604 4111622 55.91% 5.311%

Sum of corrected areas: 77410142
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047926.D\data.ms

5000000
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2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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.
15.786 17.80 ng/ul 2589110  Acenaphthene-d10 14.427
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 95
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 83
Abundance Scan 2176 (15.786 min): BM047926.D\data.ms (-2170) (- | m/z 105.05 100.00%
105.1
182.1
5000
51.1 —— —
15.50 16.00
152.1
Ol b b 2282 2670 m/z 77.10 64.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 — ——
15.50 16.00
51.0 m/z 182.10  53.29%
| 152.0 |
OH\‘\‘\H“HH‘\H”}“HH"\H‘HH‘\\}‘\’H\\‘\H\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
— —
15.50 16.00
5000 1820 m/z 51.10 24.11%
51.0
o180 | | 1520
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone ‘ Jk‘ ——
105.0 15.50 16.00
m/z 181.05 8.42%
182.0
5000
51.0
‘ ‘ ‘ 152.0 ‘
O e e e e e —— R
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41

Operator : RC/JU

Sample : P4183-12

Misc

ALS vial : 15 Sample Multiplier: 1
Quant Method
Quant Title : SVOA CALIBRATION

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

Library Search Compound Report

BM100724\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA.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 2 Methanone, (1-hydroxycycloh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.345 2.53 ng/ul 414857  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
3 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 53
4 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 53
5 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 45
Abundance Scan 2271 (16.345 min): BM047926.D\data.ms (-2266) (- m/z 99.05 100.00%
99.0
5000 JLQA
55.1 — r—
‘ ‘ 1331 1g81 16.00 16.50
ol b i 1) 1881 1881 283 L. g110  73.61%
miz--> 50 100 150 200 250
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 = =
16.00 16.50
550 m/z 77.05 36.30%
O T T H\ ‘\M i““\ W T M “\ \]-3\3.\0‘ \1\76\.()\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
= =
16.00 16.50
5000 m/z 105.10 20.78%
55.0
LI B R—
m/iz--> 50 100 150 200 250
Abundance #14399: Cyclohexanol, 1-ethyl- T T
99.0 16.00 16.50
m/z 55.10 20.55%
B | ,‘A/\\Akf\’/Y
0l L — —r—
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 2

R.T. EstConc Area Relative to ISTD R.T.
18.062 4.95 ng/ul 810975  Phenanthrene-di10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecanoic acid
4 Pentadecanoic acid
5 Tetradecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
242 C15H3002
228 C14H2802

000057-10-3 99
000057-10-3 99
000057-10-3 94
001002-84-2 91
000544-63-8 90

Abundance Scan 2563 (18.062 min): BM047926.D\data.ms (-2558) (- | m/z 73.10 100.00%
73.1
5000
129.0
213.2 —F— ‘
}71.1 ‘ 256.3 18.00
ol.-38 O S - - -1 By S E Y S TOE U
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00
171.0 213.0 256.0 m/z 60.05 84.24%
O LI “ ‘\“h““;‘““\w \““\ \‘\‘\“ \“\‘\\“‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
R \
18.00
5000 ITI/Z 57.10 71.40%
129.0
3.0 213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid T ‘
43.0 18.00
m/z 41.10 67.79%
5000 256.0
129.0
3.0 213.0
‘ ‘ 171.0
LI 0 R A .
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\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 4 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.068 3.94 ng/ul 644785  Chrysene-di2 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91

Abundance Scan 3074 (21.068 min): BM047926.D\data.ms (-3071) (- m/z 57.10 100.00%
57.1

5000 M)L_AM
lf&l éfod
226.1 -
om«_uJ}“J‘qu-‘«‘_“H_Hw?Tf‘ﬁnlmf‘?ﬁlw_m_m_m m/z 43.10  85.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #264236: n-Tetracosanol-1
51.0
5000 —— :
21.00
125.0 m/z 55.10  78.96%
\h | N ]\ I ;!'.950 3080
OHH‘H\’HH‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester

-

57.0
T I
21.00
5000 m/z 83.10 77 .97%
50 2240
ekl 415.0 620,
R s e e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #326112: Heptadecy! heptafluorobutyrate —— ‘
57.0 21.00
m/z 97.10 66.35%
h ‘WJ\\MW
‘ %5.0
ol 280 asso .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47926.D

Acqg On : 08 Oct 2024 23:41
Operator : RC/JU

Sample : P4183-12

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 15.786 17.8 ng/ul 2589110 3 14.427 2909300 20.0
Methanone, (1-h... 16.345 2.5 ng/ul 414857 4 17.168 3279520 20.0
n-Hexadecanoic ... 18.062 5.0 ng/ul 810975 4 17.168 3279520 20.0
n-Tetracosanol-1 21.068 3.9 ng/ul 644785 5 21.392 3274720 20.0
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