LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc :

ALS Vvial : 23  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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21225.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.17e 27 31 39 rVB 38807 53510 1.11% 0.107%
2 3.605 102 105 133 rVB 121326 252839 5.22% 0.505%
3 3.893 149 154 166 rVB 43352 70921 1.47% 0.142%
4 4.670 283 286 291 rBV7 4926 7588 0.16% 0.015%
5 4.787 303 306 313 rBV6 4336 7578 0.16% 0.015%
6 6.864 651 659 674 rBV 117142 321510 6.64% 0.642%
7 6.987 674 680 697 rVB 480796 814650 16.83% 1.627%
8 7.165 697 700 707 rVB7 5725 9521 0.20% 0.019%
9 7.187 707 714 731 rBV 543708 1022858 21.13% 2.043%
10 7.311 731 735 736 rBv4 3974 5614 0.12% 0.011%
11 7.634 783 790 803 rBV 625446 1116546 23.07% 2.230%
12 8.369 907 915 932 rBV 414860 894391 18.48% 1.787%
13 8.481 932 934 945 rvVB 6254 14402 0.30% 0.029%
14 8.799 980 988 1007 rBV 536401 1025428 21.18% 2.048%
15 8.946 1008 1013 1022 rVB1eO 8136 20770 0.43% 0.041%
16 9.128 1039 1044 1048 rBV5 3832 7617 0.16% 0.015%
17 9.358 1079 1083 1090 rBV3 12452 24340 0.50% 0.049%
18 9.505 1101 1108 1123 rBV 408578 850134 17.56% 1.698%
19 10.052 1194 1201 1227 rBV 549232 1325192 27.38% 2.647%
20 10.387 1251 1258 1275 rVB 877400 1483582 30.65% 2.964%
21 10.557 1280 1287 1315 rVB 471908 1197894 24.75%  2.393%
22 10.987 1349 1360 1371 rBV 7168 27439 0.57% 0.055%
23 11.175 1384 1392 1401 rBV2 54562 153708 3.18% 0.307%
24 11.793 1492 1497 1505 rVB2 4612 8652 0.18% 0.017%
25 12.004 1528 1533 1542 rBV3 8123 19596 0.40% 0.039%
26 12.599 1628 1634 1637 rBVS8 3670 5095 0.11% 0.010%
27 12.857 1673 1678 1680 rBV5 3758 5142 0.11% 0.010%
28 13.063 1707 1713 1720 rBV4 10492 17260 0.36% 0.034%
29 13.151 1725 1728 1735 rVVé6 5848 11047 0.23% 0.022%
30 13.234 1735 1742 1750 rVV6 5411 15288 0.32% 0.031%
31 13.498 1781 1787 1796 rBV7 12666 31543 0.65% 0.063%
32 13.587 1796 1802 1808 rVB6 4837 9633 0.20% 0.019%
33 13.687 1810 1819 1831 rBV 1263906 2028700 41.91% 4.053%
34 13.769 1831 1833 1839 rVB7 5760 10793 0.22% 0.022%
35 13.957 1853 1865 1881 rBV 1377722 2364291 48.84% 4.723%
36 14.151 1891 1898 1967 rBV2 19408 42254 0.87% 0.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc :

ALS Vvial : 23  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-BP071024.MA.M
Title : SVOA CALIBRATION
37 14.269 1911 1918 1930 rBV 1172693 1908633 39.43% 3.813%
38 14.469 1945 1952 1953 rBV 1013675 1465721 30.28% 2.928%
39 14.487 1953 1955 1971 rVB 1233630 1807540 37.34% 3.611%
40 14.634 1974 1980 1988 rBV2 53561 138759 2.87% 0.277%
41 14.863 2016 2019 2023 rVB6 4824 6625 0.14% 0.013%
42 15.069 2049 2054 2057 rBv4 4820 6694 0.14% 0.013%
43 15.128 2058 2064 2070 rVB 43915 72918 1.51% 0.146%
44 15.287 2084 2091 2102 rBV 1797654 2668424 55.13% 5.331%
45 15.387 2105 2108 2112 rVB4 15754 20301 0.42% 0.041%
46 15.451 2114 2119 2132 rBV 460415 934018 19.30% 1.866%
47 15.634 2146 2150 2156 rVB4 13273 21375 0.44% 0.043%
48 15.698 2158 2161 2166 rVB6 9657 14676 ©0.30% 0.029%
49 15.763 2169 2172 2175 rVB5 6337 8646 0.18% 0.017%
50 15.851 2182 2187 2194 rBV4 20336 38361 0.79% 0.077%
51 16.016 2210 2215 2222 rBV 101749 172313 3.56% 0.344%
52 16.257 2253 2256 2261 rVB3 13730 19322 0.40% 0.039%
53 16.357 2270 2273 2276 rBV4 11136 16593 0.34% 0.033%
54 16.422 2282 2284 2288 rVB3 10405 11481 0.24% 0.023%
55 16.481 2291 2294 2299 rVV6 14916 28528 ©0.59% 0.057%
56 16.522 2299 2301 2307 rVB7 10858 16286 0.34% 0.033%
57 16.822 2347 2352 2358 rBV 87439 145980 3.02% 0.292%
58 16.875 2358 2361 2371 rVB 41636 66897 1.38% 0.134%
59 16.987 2377 2380 2388 rVB5 20488 42476 0.88% 0.085%
60 17.087 2391 2397 2408 rBV 1487434 2329785 48.13% 4.654%
61 17.192 2408 2415 2431 rVV 2245198 3451977 71.31% 6.896%
62 17.498 2464 2467 2472 rBVS5 14061 19781 0.41% 0.040%
63 17.586 2478 2482 2488 rBV 102687 121417 2.51% 0.243%
64 17.739 2505 2508 2509 rBV2 10160 10951 0.23% 0.022%
65 17.775 2509 2514 2522 rVB 224413 292199 6.04% 0.584%
66 18.010 2549 2554 2574 rBV 501223 916113 18.93%  1.830%
67 18.310 2602 2605 2609 rBV 89579 109288 2.26% 0.218%
68 18.922 2706 2709 2712 rVB4 24598 29579 0.61% 0.059%
69 18.969 2712 2717 2720 rBV2 362462 539420 11.14% 1.078%
70 19.004 2720 2723 2728 rVB 487799 568679 11.75% 1.136%
71 19.133 2740 2745 2750 rBvV2 131508 179566 3.71% 0.359%
72 19.216 2753 2759 2767 rVB4 68537 174145 3.60% 0.348%
73 19.357 2779 2783 2793 rBV 281201 479376 9.90% 0.958%
74 19.575 2814 2820 2829 rBV 3073327 4335973 89.58% 8.662%
75 21.186 3089 3094 3106 rVB 286314 472768 9.77%  0.944%

76 21.422 3131 3134 3139 rVB 291030 354700 7.33% 0.709%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS Vvial : 23  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-BP071024.MA.M
Title : SVOA CALIBRATION

77 21.533 3147 3153 3170 rVB2 1556270 2795413 57.75% 5.584%
78 24.598 3665 3674 3688 rVB 1967100 4840517 100.00% 9.670%
79 24.827 3705 3713 3727 rVB 1086358 3127043 64.60% 6.247%

Sum of corrected areas: 50058583
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021225.D\data.ms
3000000

2500000
2000000
1500000

1000000 10.387

10.052 41 557

500000 8369 9.505
3.170 3-603 g3 6. 8 75
e A N 4 6787 1p811 Qlde 10582475 1179904 12.50m¢

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L A L L O L B L B B Y B

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021225.D\data.ms

3000000

19.575

2500000 17192

2000000 15.287 21.533

17.02L!7
1500000

1000000
18.010 19.004 21.746%22

' 18.9699 357
. VL@@%Q 18.310 153992

O I e e e e e e e T i B e e e e e A L L LA A

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: BP021225.D\data.ms

3000000

500000

2500000 24508
2000000
1500000 4.827
1000000

500000 D

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ 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_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.175 2.07 ng/ul 153708 Naphthalene-d8 10.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
5 1-Amino-3-phenoxypropan-2-ol 167 CSH13NO2 004287-19-8 64

Abundance Scan 1392 (11.175 min): BP021225.D\data.ms (-1384) (- m/z 94.00 100.00%

94.0
5000

—
‘ 152.0 11.00 11.50

0l 3ok | L J‘ 22092809 374.1 45885254  m/z 77.05  26.26%

‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30117: 1-Phenoxypropan-2-ol

94.0

5000 e —
11.00 11.50
152.0 m/z 77.95 16.36%
s ||| |
O‘\\\‘L”‘"\Ll\“\‘f\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
T —
11.00 11.50
5000 m/z 152.00 15.24%
SLﬁ h 152.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30125: 1-Phenoxypropan-2-ol —— A
94.0 11.00 11.50

m/z 108.05 12.67%

5000
152.0
0 3%@Mh l

R \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.469 15.36 ng/ul 1465720  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
2 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 10
3 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 10
4 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10
5 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10

Abundance Scan 1952 (14.469 min): BP021225.D\data.ms (-1945) (- m/z 43.05 100.00%

43.0
5000 101.1
l 1450
197.2 ) .
-t \‘Ju‘“‘}‘w}m,mJ"“‘2‘97:9_”‘393-?‘w“‘?‘l‘-?_?ﬂ?r m/z 57.05 53.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168308: Tetradecane, 1-bromo-
57.0
135.0
5000 T
14.50
m/z 97.05 46.08%
l‘ 1] 1 L.k 1970 2760
0‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0

—

14.50
5000 m/z 101.10 43.81%

140.0
il

i \\

OhJMv

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109018: trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy ‘
43.0 14.50
m/z 137.05 41.72%

5000 112.0

!

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50

Ly 170.0

A

0 x“.x"
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.487 18.94 ng/ul 1807540  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methoxyethyl pinacolyl methylp... 238 C10H2304P 177600-27-0 38
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
3 Anthralic acid, 6-fluoro- 155 C7H6FNO2 000434-76-4 14
4 Benzoic acid, 2-amino-4-fluoro- 155 C7H6FNO2 000446-32-2 14
5 Anthralic acid, 6-fluoro- 155 C7H6FNO2 000434-76-4 14
Abundance Scan 1955 (14.487 min): BP021225.D\data.ms (-1953) (- | m/z 43.10 100.00%
43.1
137.1
5000
=
‘ ‘”H 197.2 . 1450
ol bbby Ll | 2800 3552 4539 sarc 137 05 5602

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

Abundance #120156: 2-Methoxyethyl pinacolyl methylphosphonate
137.0

58.0

5000 T
14.50
m/z 97.10  47.56%

0 T ‘”‘J\Hll‘\}'I%23-o|
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0

T
14.50

m/z 57.10 44.21%
5000 101.0
0‘mhMuhLp‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32544: Anthralic acid, 6-fluoro- =
137.0 14.50

m/z 59.10 41.42%

5000
57.0
I AU‘ J‘x |..J\ 1 .

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.775 2.51 ng/ul 292199  Phenanthrene-di10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93

Abundance Scan 2514 (17.775 min): BP021225.D\data.ms (-2509) (- m/z 74.10 100.00%

74.1
5000
- i
H “ ‘ 14‘3‘1 227.2 17.50 18.00
ol ‘H‘,l4Jth‘e”"usww‘w\_??ﬂ‘??’ﬁ?"l‘ 4293 5031 m/z 87.00 71.46%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — s
17.50 18.00
143.0 m/z 55.85 27.17%
i 210
O‘\\\\l’\\‘\‘\J“\l\\\‘\\‘\‘\“\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester

e

74.0
17.50 18.00
5000 270.0 ITI/Z 41.05 26.34%
143.0
o_m,ﬂ Ui 208
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161203:Hexadecanok:add,nunhyleﬂer =T ]
74.0 17.50 18.00
m/z 43.05 24.47%
5000
143.0
’ ‘ 227.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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.
18.010 7.86 ng/ul 916113  Phenanthrene-d1e 17.087
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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 94
Abundance Scan 2554 (18.010 min): BP021225.D\data.ms (-2549) (- m/z 73.05 100.00%
73.0
5000 l—_\
213 2 [ — T
e
Ol H{n‘m,ﬂgmw“92‘5‘7‘3?4‘94‘”137‘”5‘132_ m/z 43.10  89.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR I
18.00
m‘ 213.0 m/z 60.00 86.00%
O‘\\\ ‘H \\u\h“\\"‘\!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
T T
18.00
5000 m/z 57.05 75.66%
129.0
IR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T ‘
73.0 18.00
m/z 41.10 70.97%
256.0
5000
“ 57.0
OJ\.WHM.J\ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP072924\

Data File : BP©21225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .MA.M

: SVOA CALIBRATION

¢ 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 6 9,12-Octadecadienoic acid, Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.969 4.63 ng/ul 539420 Phenanthrene-d10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99

Abundance Scan 2717 (18.969 min): BP021225.D\data.ms (-2712) (- m/z 67.05 100.00%
67.0
- WvaMnAm\¢¢«~wa
hl 19.00
263.1 :
0 “l wﬁ"* LLAOGOTT,  354.94149 491.0549. ./, g1 @5  83.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
19.00
‘ m/z 55.10 71.18%
P 262.0
O \\““\‘ H\\‘\\?\“‘\‘\I\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.
e
19.00
5000 m/z 41.05 63.66%
294.0
o ﬁlm..ﬂ?w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester P
67.0 19.00
m/z 95.05 51.91%
5000
‘1500 294.0
T JL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 7 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.004 4.88 ng/ul 568679  Phenanthrene-d10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
Abundance Scan 2723 (19.004 min): BP021225.D\data.ms (-2720) (- | m/z 55.10 100.00%
553.1
- NJJ\\NJ\»
N I
1 I 180 26?1 19.00
ob bl i bl Ly ko 3851 4201 8328 40 69 10 64.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.00
m/z 41.10 62.95%
I 0.0 264.0
0\\‘\“ \”\\H“l\ﬂ\h\‘h\h‘“\“\\\‘\\‘l\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
N I
19.00
5000 m/z 74.05 56.98%
264.0
‘ ‘ 3.0180.0
IR O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194419: 10-Octadecenoic acid, methyl ester = ‘
55.0 19.00
m/z 83.10 50.70%
5000
264.0
‘ 301800
oH““ w\u*‘“'h“'ﬁ'ﬂ'uu!‘_J‘Wm_m‘mwm_m‘mW —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.357 3.43 ng/ul 479376  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
Abundance Scan 2783 (19.357 min): BP021225.D\data.ms (-2779) (- | m/z 43.05 100.00%
43.0
5000 120.1 M
241.2 - -
’ | ‘ 19.00 19.50
oAl d Mol Lol Ly ) 3558 42014909548, " g5 o gg g3y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
H 1850 284.0 m/z 60.00 91.83%
O‘\\"\UH ‘f"\'[‘l{“\hl\\“\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
= =
19.00 19.50
5000 284.0 m/z 57.18 87.98%
185.0
oh p ‘MAMH\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.10 80.95%
5000 129.0
284.0
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.186 3.38 ng/ul 472768  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 95
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3094 (21.186 min): BP021225.D\data.ms (-3089) (- m/z 57.10 100.00%

57.1
5000

1p5.2 —— —
21.00 21.50
191.0 281.0
0l M ‘“"""f"‘m""““?"5‘5“17‘415147‘4‘8‘”5"4?‘ m/z 55.10 91.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121337: 1-Heptadecene
43.0
5000 —— —
21.00 21.50

m/z 43.10 80.73%

ol [ 100 200
\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227236: 9-Tricosene, (2)-

58.0

T T
21.00 21.50

5000 m/z 83.05 78.51%

125.0
’ ‘ 322.0
obbiblily 28202500 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester T —
57.0 21.00 21.50

m/z 97.05 73.78%

5000
125.0
224.
e 0 420.0

o‘H_"‘_"""‘Wm""‘w"H_m‘wwww -

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021225.D

Acqg On : 30 Jul 2024 02:34
Operator : MA/JU

Sample : P3300-10

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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-Phenoxypropan... 11.175 2.1 ng/ul 153708 2 10.393 1483580 20.0
unknown-01 14.469 15.4 ng/ul 1465720 3 14.269 1908630 20.0
unknown-02 14.487 18.9 ng/ul 1807540 3 14.269 1908630 20.0
Hexadecanoic ac... 17.775 2.5 ng/ul 292199 4 17.087 2329790 20.0
n-Hexadecanoic ... 18.010 7.9 ng/ul 916113 4 17.087 2329790 20.0
9,12-Octadecadi... 18.969 4.6 ng/ul 539420 4 17.087 2329790 20.0
9-Octadecenoic ... 19.004 4.9 ng/ul 568679 4 17.087 2329790 20.0
Octadecanoic acid  19.357 3.4 ng/ul 479376 5 21.533 2795410 20.0
(DEL) Alkane: S... 21.186 3.4 ng/ul 472768 5 21.533 2795410 20.0

SFAM-EPA-BP071024.MA.M Tue Jul 30 07:43:22 2024 14



