LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc :

ALS Vvial : 34 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-BP082324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21843.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 43 47 50 rBvV 55810 71056 1.51% ©.123%
2 3.299 50 53 60 rvB 148504 179369 3.82% 0.311%
3 3.534 88 93 104 rBV 228971 340080 7.25%  0.590%
4 3.681 114 118 131 rBV 341625 497883 10.61% 0.864%
5 4.005 169 173 176 rVwV 12947 18421 ©0.39% 0.032%
6 4.040 176 179 184 rVB7 5057 8828 0.19% 0.015%
7 4.452 244 249 254 rVB5S 5339 11402 0.24% 0.020%
8 4.670 282 286 291 rBV3 6880 10474 0.22% 0.018%
9 4.793 302 307 312 rBV3 10375 16878 0.36% 0.029%
106 4.9065 321 326 333 rVB 13516 23658 0.50% 0.041%
11 5.246 379 384 391 rBV2 9669 16936 0.36% 0.029%
12 5.875 487 491 496 rVB7 6295 10592 0.23% 0.018%
13 6.046 514 520 526 rVB4 23935 40376 0.86% 0.070%
14 6.775 637 644 649 rBVS 8478 15069 0.32% 0.026%
15 6.940 665 672 684 rBV 266070 431650 9.20% 0.749%
16 7.099 693 699 710 rBV 501370 805529 17.17% 1.399%
17 7.3065 726 734 741 rBV 581947 1004613 21.41% 1.744%
18 7.369 741 745 754 rVB 94289 158714 3.38% 0.276%
19 7.769 806 813 819 rBV 878977 1435644 30.60% 2.493%
20 7.834 819 824 826 rVVeé 9773 19202 0.41% 0.033%
21 7.858 826 828 833 rVB5 11410 13907 0.30% 0.024%
22 8.128 866 874 881 rBV1e 9822 22607 0.48% 0.039%
23 8.469 924 932 939 rBV 700241 1111590 23.69% 1.930%
24 8.816 985 991 996 rBV 28574 41182 0.88% 0.072%
25 8.910 1000 1007 1017 rBV 553550 923412 19.68% 1.603%
26 9.040 1025 1029 1032 rVB3 7392 9178 0.20% 0.016%
27  9.158 1045 1049 1056 rVB2 23438 36205 0.77% 0.063%
28 9.358 1079 1083 1093 rVB5 14121 27101 0.58% 0.047%
29 9.475 1096 1103 1112 rBV 54992 104211 2.22% 0.181%
30 9.634 1123 1130 1139 rBvV 427026 717899 15.30% 1.246%
31 9.863 1165 1169 1177 rVB 6375 13004 0.28% 0.023%
32 10.175 1213 1222 1231 rBV 745796 1293749 27.57% 2.246%
33 10.552 1278 1286 1295 rBV 1212112 2071780 44.16% 3.597%
34 10.681 1300 1308 1322 rBV 817859 1536700 32.75% 2.668%
35 10.910 1344 1347 1352 rBV7 5659 9589 0.20% 0.017%
36 11.040 1364 1369 1371 rBV6 5803 10051 0.21% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc :

ALS Vvial : 34 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-BP082324.MA.M
Title : SVOA CALIBRATION
37 11.e87 1372 1377 1382 rBV2 45110 76487 1.63% 0.133%
38 11.169 1389 1391 1401 rVB7 9410 17983 0.38% 0.031%
39 11.293 1401 1412 1422 rBV 339462 731983 15.60% 1.271%
40 11.893 1510 1514 1518 rVB4 13114 19826 0.42% 0.034%
41 12.051 1538 1541 1543 rBv4 7409 8741 0.19% 0.015%
42 12.257 1574 1576 1584 rVBS8 8279 16980 0.36% 0.029%
43 12.428 1600 1605 1610 rVB2 20772 34942 0.74% 0.061%
44 12.493 1610 1616 1625 rBvie 18047 39741 0.85% 0.069%
45 12.834 1670 1674 1676 rBV5 7338 11421 0.24% 0.020%
46 12.957 1691 1695 1699 rBV6 12022 18144 0.39% 0.032%
47 13.004 1701 1703 1710 rVV8 10305 19655 0.42% 0.034%
48 13.557 1793 1797 1798 rBv4 12788 17533 0.37% 0.030%
49 13.810 1834 1840 1849 rBV 1395036 1975161 42.10% 3.429%
50 14.093 1878 1888 1902 rBV 1354341 2262894 48.23% 3.929%
51 14.334 1923 1929 1935 rBV 243263 366001 7.80% 0.635%
52 14.404 1935 1941 1952 rBV 1671185 2737673 58.35% 4.753%
53 14.622 1972 1978 1979 rBV 399194 555222 11.83% 0.964%
54 14.869 2017 2020 2027 rVB3 45880 82292 1.75% 0.143%
55 15.416 2106 2113 2125 rBV2 1757974 3187541 67.94% 5.534%
56 15.534 2127 2133 2140 rBV 577450 948042 20.21% 1.646%
57 15.816 2178 2181 2185 rVB2 50661 61602 1.31% 0.107%
58 16.075 2222 2225 2227 rBV4 30050 43357 0.92% 0.075%
59 16.275 2256 2259 2262 rBV 44907 59485 1.27% 0.103%
60 16.334 2266 2269 2276 rVV2 99821 152295 3.25% 0.264%
61 16.398 2277 2280 2284 rVB2 60418 77129 1.64% 0.134%
62 16.610 2311 2316 2321 rVBS5 94363 158854 3.39% 0.276%
63 16.669 2323 2326 2331 rBV2 70476 98771 2.11% 0.171%
64 17.210 2412 2418 2424 rVB 2315193 3705831 78.99% 6.434%
65 17.310 2429 2435 2446 rVB 2174648 3570595 76.10% 6.199%
66 17.592 2480 2483 2488 rVB 91101 130154 2.77% 0.226%
67 17.916 2534 2538 2547 rVB2 235982 432699 9.22% 0.751%
68 18.045 2556 2560 2567 rVB 286470 457471 9.75% 0.794%
69 18.151 2573 2578 2583 rBV 1450633 1955104 41.67% 3.395%
70 19.480 2800 2804 2815 rVB 474523 726105 15.48% 1.261%
71 19.686 2834 2839 2848 rBV 3162543 4506594 96.05% 7.824%
72 20.369 2953 2955 2959 rVB 153454 149137 3.18% 0.259%
73 21.333 3115 3119 3126 rVB 994050 1434571 30.58% 2.491%
74 21.669 3170 3176 3184 rBV2 2570145 4506668 96.05%  7.825%
75 24.845 3708 3716 3727 rVB 1742913 4491134 95.72% 7.798%

76 25.074 3747 3755 3768 rVB2 1559741 4691782 100.00%  8.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP©21843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Title : SVOA CALIBRATION
Sum of corrected areas: 57596139
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021843.D\data.ms

8000000
6000000
4000000

2000000
10.552

L 8.469 8.910 0.1751 681 03
0 §W AT 448BAWT.246 587046 6. %é“% 7}L69 128 f\ 8. sﬁmmsswg 863 mmﬁ%ﬁ 1115983 RS .8
T T 1T ‘ T T 17 ‘ UL ‘ T T 1T ‘ T T T 17T ‘ UL UL ‘ T 1T ‘ T \ T ‘ T T T ‘ T T T ‘ T 1T T T T T ‘ T T 1T T T T T 17T ‘ T T 1T ‘ T T T

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 800 8.50 900 9.50 1000 10.50 11. 00 11. 50 12.00 12.50
Abundance TIC: BP021843.D\data.ms

8000000
6000000
4000000 19.686

2000000 14.404
13. 81&) 093

4 4.622
0335]4 13. 557 4-869

Time--> 13.00 13.50 14. 00 14,50 15. 00 1550 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: BP021843.D\data.ms

8000000

6000000

4000000

24.88%74
2000000

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\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 R-(-)-1,2-propanediol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.534 4.74 ng/ul 340080 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 39

Abundance  Scan 93 (3.534 min): BP021843.D\data.ms (-88) (-) m/z 45.05 100.00%
45.0

—

5000
e
) 3.20 3.40 3.60 3.80
ol 1170 22112810 355.0414.1472.3 546 n/z 42.95  20.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000
3.20 3.40 3.60 3.80
m/z 61.00 7.80%
O‘\”\”\L\J‘l\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
T T
3.20 3.40 3.60 3.80
5000 ITI/Z 44.00 4.93%
0‘\\Ju\“‘\‘u\‘uu‘\u\,\u\‘uu‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl- e EmmammaEss ST
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.73%
Ok e e e e Pl e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.369 2.21 ng/ul 158714  1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
5 Diethyl carbitol 162 C8H1803 000112-36-7 64
Abundance Scan 745 (7.369 min): BP021843.D\data.ms (-741) (-) m/z 45.05 100.00%
45.0
5000 J\\
TR TR
’H03.1 7.00 7.20 7.40 7.60
O b [ 17, 1788 28103405 4301 5023 ./, 59,05  42.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 L L N B R B
7.00 7.20 7.40 7.60
m/z 72.00  31.23%
‘ ’104.0
O‘\H\JI#‘L\l\f‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17315: Ethanol, 2-(2-ethoxyethoxy)-
45.0
 REARammSECEEES SRRSO
7.00 7.20 7.40 7.60
5000 m/z 73.05 20.59%
’104.0
0‘w‘uLﬁ‘$‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)- e RAREa AT
45.0 7.00 7.20 7.40 7.60
m/z 43.00 15.78%
5000
” "104.0
R S S A SRR R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 1-Phenoxypropan-2-ol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.293 7.07 ng/ul 731983  Naphthalene-d8 10.552
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 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 64

Abundance Scan 1412 (11 293 min): BP021843.D\data.ms (-1401) (- m/z 94.00 100.00%

94.0
5000
—— =
’ | 15l2-0 11.00 11.50
ol S8QULLL, | 26713260 4059 482.3548. ./, 77.00 25.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000 e e
11.00 11.50
m/z 78.00 16.28%
19| %
O‘\‘\‘W‘L‘i”‘\‘\!“\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
== -
11.00 11.50
5000 ITI/Z 107.95 14.93%

152.0

Ll
B e B e e

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

Abundance #30123: 1-Phenoxypropan-2-ol —— =
94.0 11.00 11.50

m/z 152.00  13.58%

T

5000

152.0

\Mdh”

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

-

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.334 2.67 ng/ul 366001 Acenaphthene-d10 14.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Azabicyclo[4.1.0]heptane, 2-me... 153 C10H19N 055854-39-2 30
2 1-Octanone, 1-(2-furanyl)- 194 C12H1802 005456-77-9 27
3 1-Heptanone, 1-(2-furanyl)- 180 C11H1602 005466-40-0 27
4 Ethanone, 2-cyclopentyl-1-(1H-im... 178 C10H14N20 069393-25-5 27
5 .alpha.-Campholenal 152 C10H160 004501-58-0 22
Abundance Scan 1929 (14.334 min): BP021843.D\data.ms (-1923) (| m/z 107.95 100.00%
108.0
43.0
5000
196.2
- —
‘ ‘ ‘h H‘” HN\ i 2843 35494147 4020549, oo o 0
0 Hw‘wum_mH‘W‘H_Mwwww m/z 110.05  82.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30436: 7-Azabicyclo[4.1.0]heptane, 2-methyl-5-(1-methy
110.0
5000 = o
14.00 14.50
41.0 m/z 43.00 62.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69015: 1-Octanone, 1-(2-furanyl)-
110.0
— —
14.00 14.50
5000 m/z 111.10 61.00%
39.0
N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54657: 1-Heptanone, 1-(2-furanyl)- T —
110.0 14.00 14.50
m/z 95.05  49.94%
5000
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP©21843.D

Acqg On : 05 Sep 2024 15:49

Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .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 5 Pentadecanoic acid, 14-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.916  2.34 ng/ul 432699 Phenanthrene-dle 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 276 C17H3402 005129-66-2 95

2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 62
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 58
Abundance Scan 2538 (17.916 min): BP021843.D\data.ms (-2534) (- m/z 74.00 100.00%
74.0
149.1
5000
P
227.2 18.00
0 Mo b 4 2841 3551 4289 5027 n/; 7,00  76.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 T
18.00
m/z 149.05 59.78%
L, 0 20
O\\\\‘![\‘\1\”\\‘”\4\‘\\‘\‘\“\\H\‘\}\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester
74.0
P
18.00
5000 ITI/Z 107 .00 37.82%
143.0
1 2280
O R A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester P
74.0 18.00
m/z 55.10 36.55%
5000
143.0 284.0
ST/ =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 6 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.045  2.47 ng/ul 457471 Phenanthrene-dle 17.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78

2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 78
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 72
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72

5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72

Abundance Scan 2560 (18.045 min): BP021843.D\data.ms (-2556) (- m/z 135.05 100.00%
135.1

=

5000
T I
411 9992 18.00
Ol bobid 4 222-22682.0 3568 4293 5385 /7 197.10  30.81%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 —— :
18.00
m/z 136.80  10.62%
210 1L 2060
O‘\\\l\’l\l\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #27481: Phenol, p-tert-butyl-
135.0
T \
18.00
5000 ITI/Z 91.05 10.03%
77.
0%5:9*“;“»&‘«?_%"l‘m_m‘w_m_m_m_m_m_ MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl- T
135.0 18.00
m/z 41.10 9.21%
5000
41.0 ’ \
0“mAw%huwk"_“W"H“‘H“H“H“_“‘_“W“H“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.151 10.55 ng/ul 1955100  Phenanthrene-d10 17.210
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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2578 (18.151 min): BP021843.D\data.ms (-2573) (- m/z 73.00 100.00%

73.0
5000

2132 —— ——
‘H 30 18.00 18.50
Ol L \“ :u“,m\ 1282034214007 47495348 /7 59,95  77.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— s
129.0 18.00 18.50

m/z 43.10 68.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0

léOO 1&50
5000 256.0 m/z 57.10 61.93%
129.0
O‘H“H‘\ mh“m\’\}?lb‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid P T
73.0 18.00 18.50

m/z 55.10 61.11%

L1 NJLV

ol AN e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\

Library Search Compound Report

Data File : BP©21843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS vial : 34

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.480 3.22 ng/ul 726105  Chrysene-di12 21.669
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86

Abundance Scan 2804 (19.480 min): BP021843.D\data.ms (-2800) (- m/z 73.00 100.00%
73.0
185.2 —
‘ l 284.3 19.50
0l i HMWW bk 3092 47495353 /. 6p.00  82.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
‘ m/z 43.05 73.33%
Of|||‘hh11\\\\1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—
19.50
5000 m/z 57.05 71.26%
‘ 185.0 284.0
RITLE 1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179092: Octadecanoic acid T
43.0 19.50
m/z 55.10 64.43%
5000
129.0 284.0
oL e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.333 6.37 ng/ul 1434570  Chrysene-d12 21.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91

Abundance Scan 3119 (21.333 min): BP021843.D\data.ms (-3115) (- m/z 83.10 100.00%
8’2

5000

%

‘ ‘ ‘FF312160 341.0 21.00 21.50
o h MMLLERT 2100 282.1341.0  430.0489.8549. /7 55,10 87.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano

al
m
o

5000
21.00 21.50
1P5.0 m/z 57.05 86.77%
O‘\\J\H"\\ \‘l\l\‘\\‘!‘h\l\]-\g\e‘\o\\\z‘e\?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
— T
21.00 21.50
5000 ITI/Z 97.10 85.63%
125.0
oL 250, s0s0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene — —
43.0 21.00 21.50
m/z 69.10 81.58%
111.0
5000
o,.hln.zos%o )
m/z--> 0 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\BP@90424\
Data File : BP021843.D

Acqg On : 05 Sep 2024 15:49
Operator : RC/JU

Sample : P3809-11

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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|
R-(-)-1,2-propa... 3.534 4.7 ng/ul 340080 1 7.769 1435640 20.0
Ethanol, 2-(2-e... 7.369 2.2 ng/ul 158714 1 7.769 1435640 20.0
1-Phenoxypropan... 11.293 7.1 ng/ul 731983 2 10.552 2071780 20.0
unknown-01 14.334 2.7 ng/ul 366001 3 14.404 2737670 20.0
Pentadecanoic a... 17.916 2.3 ng/ul 432699 4 17.210 3705830 20.0
Phenol, 4-(1,1,... 18.045 2.5 ng/ul 457471 4 17.210 3705830 20.0
n-Hexadecanoic ... 18.151 10.6 ng/ul 1955100 4 17.210 3705830 20.0
Octadecanoic acid 19.480 3.2 ng/ul 726105 5 21.669 4506670 20.0
1-Heneicosanol 21.333 6.4 ng/ul 1434570 5 21.669 4506670 20.0
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