LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

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-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47936.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.163 27 30 40 rVB 42719 54296 0.81% 0.070%
2 3.246 41 44 51 rVB 53148 72692 1.09% 0.094%
3 3.663 111 115 131 rBV 652700 997440 14.94% 1.289%
4 3,993 166 171 176 rVB 82227 111671 1.67% 0.144%
5 4.798 302 308 312 rBV9 8073 18062 0.27% 0.023%
6 4.904 322 326 331 rVB2 16343 26537 0.40% 0.034%
7 5.134 361 365 371 rBV 15864 28075 0.42% 0.036%
8 6.057 518 522 525 rBV6 10335 15220 0.23% 0.020%
9 6.804 643 649 654 rBV3 38874 68661 1.03% 0.089%
10 6.904 660 666 667 rBV6 7342 10092 0.15% 0.013%
11 6.969 667 677 689 rVB 1115717 1891296 28.33% 2.444%
12 7.122 697 703 716 rVB 910680 1449455 21.71% 1.873%
13 7.328 731 738 747 rVB 1180753 1872394 28.05% 2.420%
14 7.592 780 783 794 rVB7 13519 32999 0.49% 0.043%
15 7.728 801 806 810 rBV7 7438 9847 0.15% 0.013%
16 7.792 810 817 824 rW 985417 1576475 23.61% 2.038%
17 7.857 824 828 837 rVB 31148 56168 ©0.84% 0.073%
18 7.992 846 851 856 rBvS8 5958 12184 0.18% 0.016%
19 8.157 873 879 884 rBV9 8024 17192 0.26% 0.022%
20 8.363 912 914 918 rVB5 9231 10827 0.16% 0.014%
21 8.504 928 938 945 rBV 1458888 2340326 35.06% 3.025%
22 8.563 946 948 954 rVB 31742 42039 0.63% 0.054%
23 8.880 996 1002 1003 rBV5 11415 18551 0.28% 0.024%
24  8.945 1003 1013 1024 rVV 1039867 1754627 26.28% 2.268%
25 9.116 1037 1042 1045 rBV5 14291 22110 0.33% 0.029%
26 9.380 1083 1087 1092 rVB 21288 33907 0.51% 0.044%
27 9.510 1100 1109 1116 rBV 162433 256349 3.84% 0.331%
28 9.669 1128 1136 1150 rBV 877218 1495721 22.40% 1.933%
29 9.775 1150 1154 1160 rVB9 13554 25388 0.38% 0.033%
30 9.904 1172 1176 1183 rBv8 14585 25029 0.37% 0.032%
31 10.004 1187 1193 1197 rBV8 10365 18897 0.28% 0.024%
32 10.080 1201 1206 1210 rVV7 8304 14849 0.22% 0.019%
33 10.210 1215 1228 1239 rBV 1411887 2401929 35.98% 3.104%
34 10.369 1252 1255 1261 rVB6 10285 19294 0.29% 0.025%
35 10.586 1281 1292 1298 rBV 1334382 2263091 33.90% 2.925%

36 10.633 1298 1300 1305 rVB 34701 52038 0.78%

(]
[
(&)
~N
B

SFAM-EPA-BM@92724.MA.M Wed Oct 09 18:09:50 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

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-BM092724.MA.M
Title : SVOA CALIBRATION
37 10.722 1307 1315 1325 rBV 1184217 2083855 31.21% 2.693%
38 10.886 1339 1343 1349 rVB9 11463 21555 0.32% 0.028%
39 10.998 1356 1362 1363 rVB5 5761 9788 0.15% 0.013%
40 11.086 1371 1377 1379 rBV6 13554 22853 0.34% 0.030%
41 11.121 1379 1383 1394 rVB 62665 118051 1.77% 0.153%
42 11.327 1415 1418 1423 rBvV3 9560 17489 0.26% 0.023%
43 11.421 1431 1434 1442 rVB1eO 8114 15551 0.23% 0.020%
44 11.510 1442 1449 1451 rBvV8 7102 9167 0.14% 0.012%
45 11.580 1456 1461 1462 rBV5 6463 9090 0.14% 0.012%
46 11.616 1462 1467 1472 rBv2 34757 63704 0.95% 0.082%
47 11.692 1478 1480 1485 rVB6 7413 9369 0.14% 0.012%
48 11.880 1506 1512 1516 rBV7 13403 24142 0.36% 0.031%
49 12.016 1530 1535 1541 rVB3 25824 41404 0.62% 0.054%
50 12.086 1541 1547 1551 rBV4 15140 29179 0.44% 0.038%
51 12.174 1554 1562 1567 rVV2 21360 44789 0.67% 0.058%
52 12.245 1570 1574 1579 rVB4 20150 35524 0.53% 0.046%
53 12.468 1608 1612 1616 rBV6 15100 26713 0.40% 0.035%
54 12.651 1638 1643 1645 rVV6 13340 20328 0.30% 0.026%
55 12.704 1647 1652 1658 rVvie 10719 25864 ©0.39% 0.033%
56 12.827 1671 1673 1679 rVB7 7104 12390 0.19% 0.016%
57 12.921 1686 1689 1692 rvVvs 8107 12178 0.18% 0.016%
58 12.974 1693 1698 1703 rVB 54377 82314 1.23% 0.106%
59 13.039 1703 1709 1713 rVBS8 9338 21368 0.32% 0.028%
60 13.263 1736 1747 1755 rVV3 51864 126723 1.90% 0.164%
61 13.351 1758 1762 1766 rBV7 13637 22440 0.34% 0.029%
62 13.580 1797 1801 1802 rBV3 13140 16391 0.25% 0.021%
63 13.610 1805 1806 1809 rVV3 14851 11953 0.18% 0.015%
64 13.751 1826 1830 1834 rBvV4 15715 27599 0.41% 0.036%
65 13.839 1838 1845 1852 rVV 2336143 3151078 47.20% 4.073%
66 13.921 1855 1859 1863 rVB2 60131 85859 1.29% 0.111%
67 13.962 1863 1866 1867 rBV3 13647 13971 0.21% 0.018%
68 14.121 1883 1893 1905 rBV 2720850 4292384 64.30% 5.548%
69 14.268 1914 1918 1925 rVB7 28398 48265 0.72% 0.062%
70 14.339 1925 1930 1933 rBV5 21467 36037 0.54% 0.047%
71 14.433 1937 1946 1952 rBV 1926251 2948460 44.16% 3.811%
72 14.492 1952 1956 1961 rVV 38243 52787 0.79% 0.068%
73 14.633 1973 1980 1993 rBV 968517 1547453 23.18% 2.000%
74 14.833 2009 2014 2021 rVB3 47686 86213 1.29% 0.111%
75 14.957 2032 2035 2043 rVB7 27756 44526 0.67% 0.058%
76 15.221 2077 2080 2084 rBV5 17192 20523 0.31% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

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-BM092724.MA.M
Title : SVOA CALIBRATION
77 15.421 2106 2114 2120 rBV 3448271 4980148 74.60% 6.437%
78 15.474 2120 2123 2127 rVV2 52399 69970 1.05% 0.090%
79 15.539 2129 2134 2140 rVV 678840 883568 13.23% 1.142%
80 15.686 2155 2159 2167 rVB2 91339 148745 2.23% 0.192%
81 15.786 2170 2176 2183 rVB 1837860 2467208 36.96% 3.189%
82 16.168 2237 2241 2253 rVB2 139222 243659 3.65% 0.315%
83 16.286 2258 2261 2266 rVV 46045 63184 0.95% 0.082%
84 16.351 2267 2272 2276 rBV 306080 415937 6.23% ©.538%
85 16.986 2376 2380 2386 rVB 159667 215929 3.23% 0.279%
86 17.051 2387 2391 2394 rBV2 128917 173422 2.60% 0.224%
87 17.168 2405 2411 2415 rBV 2366100 3412609 51.12% 4.411%
88 17.209 2415 2418 2422 rVW 600353 820772 12.29% 1.061%
89 17.268 2422 2428 2437 rVV 3793812 5505935 82.47% 7.116%
90 17.345 2438 2441 2448 rVB6 82342 175582 2.63% 0.227%
91 17.756 2507 2511 2519 rVB3 205641 452004 6.77% 0.584%
92 18.062 2559 2563 2573 rVB2 872284 1308571 19.60% 1.691%
93 18.239 2589 2593 2597 rVB5 230469 312856 4.69% 0.404%
94 18.645 2659 2662 2669 rVB6 139903 218923 3.28% 0.283%
95 19.221 2756 2760 2766 rVB 1128557 1392857 20.86% 1.800%
96 19.556 2812 2817 2821 rBV 4505175 6676065 100.00%  8.629%
97 21.068 3071 3074 3085 rVB4 861879 1371932 20.55% 1.773%
98 21.397 3125 3130 3134 rVB 2135954 3164216 47.40% 4.090%
99 24.191 3598 3605 3613 rBV 2101293 4986395 74.69% 6.445%
100 24.397 3634 3640 3650 rVB 1402150 3506402 52.52% 4.532%

Sum of corrected areas: 77371944
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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: BM047936.D\data.ms

5000000
4000000
3000000

2000000

6. 9697 328 7.792 8.945

068
1000000 5663
0@536 3993 4z98434 6.057 68004 || 7.3008ER26B8563.8 m%sﬁ*}(mo

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM047936.D\data.ms

19.556
5000000

4000000 17.268 21.397

15.421

3000000
8 21.068

2000000 19.221

18.062

09
17.7
28
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Time--> 13.00 13.50 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047936.D\data.ms

1000000 8.2398.64

5000000

4000000
24.191

3000000
4.397

2000000

1000000

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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 Pentanedioic acid, dimethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.510 2.27 ng/ul 256349  Naphthalene-d8 10.586

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 91
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 90
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 86
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 80
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 64
Abundance Scan 1109 (9.510 min): BM047936.D\data.ms (-1100) (-) m/z 59.10 100.00%
59.1
100.1
5000
\ | 14 1649 207.0 281.¢ 950
ol L A% m/z 100.10  69.28%
miz--> 50 100 150 200 250
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0
5000
950
150 ‘ 4 m/z 101.10  46.99%
O T T H\‘ ‘\““ ‘M ‘H‘ “ “ T T } T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #36502:PeManedmk:add,dnneﬂwleﬁer
59.0
100.0 950
5000/1°° : m/z 129.00  44.26%
oL LIl i M I 134L01600 S
m/iz--> 50 100 150 200 250
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0 950
m/z 55.10 41.43%
15.0 100.0
5000
0 QL'O e
m/z--> 100 150 200 250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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 2 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.786 16.74 ng/ul 2467210  Acenaphthene-d10 14.433
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 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Azobenzene 182 C12H1ON2 000103-33-3 64
Abundance Scan 2176 (15.786 min): BM047936.D\data.ms (-2170) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.0 — —
15.50 16.00
152.1
Ol b e e 2340 28LU sz 77,05 63.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
5000 — ——
182.0 15.50 16.00
51.0 m/z 182.16  54.49%
O\1\\8‘.9\\‘H‘i\‘H\Hl“\H\‘\‘H\’\\\\%\5\%"0\\\\‘H\\H‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
—— —
182.0 15.50 16.00
5000 ITI/Z 51.05 23.45%
51.0
om"um‘H‘H_‘wm‘W‘H‘,"‘“1‘5"%}9"‘Mm_m,wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone ‘ ‘An —T—
105.0 15.50 16.00
m/z 181.05 9.07%
182.0
5000
51.0
‘ ‘ ‘ 152.0 ‘
O e e e e —— P
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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 Methanone, (1-hydroxycycloh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.351 2.44 ng/ul 415937  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 86
2 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 53
3 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 38
4 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 28
5 Cyclohexanol, 1-(2-hexenyl)- 182 C12H220 054655-47-9 28
Abundance Scan 2272 (16.351 min): BM047936.D\data.ms (-2267) (- | m/z 99.10 100.00%
99.1
5000 AJ\
1 — .
si ‘ 66.0 . 16.00 16.50
ol i L 1450 1800 2363 2831 341 /7 1.1 72.37%
miz--> 50 100 150 200 250 300
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 — —
16.00 16.50
550 m/z 77.05 34.32%
O T \H\ ‘\H M‘\ W “\‘\ “\ T \]_?6\.(\) T T T T L L ‘
miz--> 50 100 150 200 250 300
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
o o
16.00 16.50
5000 m/z 105.05 19.82%
55.0
L
m/iz--> 50 100 150 200 250 300
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid — —
99.0 16.00 16.50
m/z 55.10 16.52%
5000
55.0
B T N B S
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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 1,1'-Biphenyl, 2,4,4'-trich... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.756 2.65 ng/ul 452004  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 97
2 1,1'-Biphenyl, 2,3,3"'-trichloro- 256 C12H7C13 038444-84-7 96
3 1,1'-Biphenyl, 2,3',4-trichloro- 256 C12H7C13 055712-37-3 96
4 1,1'-Biphenyl, 2,4',5-trichloro- 256 C12H7C13 016606-02-3 96
5 1,1'-Biphenyl, 2',3,4-trichloro- 256 C12H7C13 038444-86-9 95
Abundance Scan 2511 (17.756 min): BM047936.D\data.ms (-2507) (- | m/z 256.00 100.00%
256.0
186.0
5000 A
150.1 — LI
750 “ ‘ 17.50 18.00
0885 A ‘H“ ““ u‘uu b hh22EL 3281 ;o580 97.66%
m/z--> 50 100 150 200 250 300 350
Abundance #142656: 1,1'-Biphenyl, 2,4,4'-trichloro-
256.0
186.0 J\
5000 — SSAN
17.50 18.00
50 150.0 m/z 186.00  73.20%
03 Q\ \h\“\“\ “ H 2241.0 ‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #142651: 1,1'-Biphenyl, 2,3,3"-trichloro-
186.0 256.0
— ﬁ¥j\~¢~f‘
17.50 18.00
5000 150.0 m/z 260.00 30.63%
75.0
110.0
0 ‘gn‘c\‘ﬂ ‘\h \‘w\“ \‘HH“ Hu R \‘\ bl ‘2‘2%"0‘ A
m/z--> 50 100 150 200 250 300 350
Abundance #142665: 1,1'-Biphenyl, 2,3',4-trichloro- L 7
258.0 17.50 18.00
m/z 188.00  26.95%
186.0
5000
75.0 150.0
110.0
i N -
e S — —
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_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.062 7.67 ng/ul 1308570  Phenanthrene-d10 17.168
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 2563 (18.062 min): BM047936.D\data.ms (-2559) (- | m/z 73.05 100.00%
73.0
5000 129.1 JL
213.2 e -
‘ 171.1 ‘ 256.3 18.00
0 w‘h‘“ L sl l 172989 857, p 4310 88.10%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 213.0 18.00 |
171.0 m/Z 60.10 86.00%
29. ‘ ‘ ‘
0 ”}“H\HM ‘\‘L‘ T \“ \‘\““ \‘\‘\ T “\ LA B
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

60.0
T T [
18.00
5000 129.0 m/z 57.10 71.87%
171.0 213.0 256.0
ob— u“o u“h““ Jw‘w \“‘w L ! “ : “u e

r

m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T ‘

3

43.0 256.0 18.00

m/z 55.10 68.42%
5000
129.0
3.0 213.0
‘ 171.0 ‘
[o ) M- “whh“\ ‘1““‘w““1 ‘\\“‘ “ “‘u\‘ T “‘ R ——

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@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA.M
: SVOA CALIBRATION

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 2- Chloropropionic acid, oc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.068 8.67 ng/ul 1371930  Chrysene-d12 21.397
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 3074 (21.068 min): BM047936.D\data.ms (-3071) (- | m/z 57.10 100.00%
57.1

%

5000 111.1

21.00
2261 302.1
b “Hlf??‘H‘w‘Hw““‘37‘3‘?““?9}”“?1‘?“ m/z 83.10  94.43%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #269867: 2- Chloropropionic acid, octadecyl ester
57.0

5000

o

21.00
m/z 55.10  89.99%

[l

O\\\‘\‘\ ; r
miz--> 50 100 150 200 250 300 350 400 450 500 ““*M“MJVm/Axmmwwxnvm
Abundance #264236: n-Tetracosanol-1
57.0
— ‘
21.00
5000 111.0 m/z 43.10  87.04%
0 \hH { ‘\‘i16702220 308.0 M\L
L L L L L L B L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol T ‘
57.0 21.00
m/z 97.10 79.62%
111.0
5000
0 { |‘A167‘022202780 378.0
e b e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47936.D

Acqg On : 09 Oct 2024 06:55
Operator : RC/JU

Sample : P4183-15

Misc

ALS Vvial : 26 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|
Pentanedioic ac... 9.510 2.3 ng/ul 256349 2 10.586 2263090 20.0
Benzophenone 15.786 16.7 ng/ul 2467210 3 14.433 2948460 20.0
Methanone, (1-h... 16.351 2.4 ng/ul 415937 4 17.168 3412610 20.0
1,1'-Biphenyl, ... 17.756 2.6 ng/ul 452004 4 17.168 3412610 20.0
n-Hexadecanoic ... 18.062 7.7 ng/ul 1308570 4 17.168 3412610 20.0
2- Chloropropio... 21.068 8.7 ng/ul 1371930 5 21.397 3164220 20.0
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