LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc :

ALS Vvial : 24 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@21226.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.176 28 32 42 rVB 40215 57598 ©0.85% 0.115%
2 3.481 81 84 88 rBv 8377 13687 0.20% 0.027%
3 3.611 103 106 119 rBV 58826 116808 1.73% 0.234%
4 3.893 151 154 160 rVB2 20091 28125 0.42% 0.056%
5 4.264 212 217 222 rBV5 10154 16499 0.24% 0.033%
6 4.399 237 240 245 rVB6 4061 6976 0.10% 0.014%
7 4.970 334 337 342 rBVS 5195 8581 0.13% 0.017%
8 5.558 432 437 441 rBV 18211 28956 ©0.43% 0.058%
9 5.740 463 468 473 rWS5 10366 21048 0.31% 0.042%
106 6.564 604 608 612 rVB6 5302 8173 0.12% 0.016%
11 6.781 640 645 651 rVB7 4730 8360 0.12% 0.017%
12 6.869 653 660 675 rBvV 111050 303182 4.49% 0.606%
13 6.993 675 681 698 rVB 362597 609952  9.04%  1.220%
14 7.193 708 715 732 rBV 425719 869593 12.88% 1.739%
15 7.640 782 791 797 rBV 690565 1151081 17.05% 2.302%
16 7.699 797 801 820 rVB 99620 286385 4.24% 0.573%
17 8.299 899 903 909 rVB6 4673 9252 0.14% 0.019%
18 8.375 909 916 933 rBvV2 358729 802391 11.89% 1.605%
19 8.481 933 934 941 rVB7 5757 8409 0.12% 0.017%
20 8.799 981 988 1007 rBV 363532 734451 10.88%  1.469%
21 8.940 1007 1012 1024 rVB7 14787 35792 ©0.53% 0.972%
22 9.105 1034 1040 1049 rBV5 23358 49303 0.73% 0.099%
23 9.358 1077 1083 1095 rBV2 27360 52931 0.78% 0.106%
24  9.510 1102 1109 1122 rBV 314152 615213  9.11% 1.230%
25 9.828 1150 1163 1173 rBV6 58388 175746  2.60% 0.351%

26 10.063 1196 1203 1215 rBV 371213 919799 13.63%
27 10.393 1252 1259 1272 rVV 859560 1599712 23.70%
28 10.569 1282 1289 1313 rBV 397962 879559 13.03%
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R

29 10.852 1332 1337 1344 rVB 6805 15043 0.22% 030%
30 10.957 1351 1355 1358 rBV5 8761 17945 0.27% 036%
31 11.175 1384 1392 1400 rBV2 61813 171878 2.55% ©.344%
32 11.252 1401 1405 1413 rVB9S 17950 44542 0.66% ©0.089%
33 11.581 1453 1461 1470 rBV9 7035 21400 ©.32% 0.043%
34 11.799 1492 1498 1501 rBVS8 5243 10116 ©.15% ©0.020%
35 11.940 1517 1522 1528 rBV8 7203 15923 0.24% 0.032%
36 12.010 1528 1534 1542 rVB4 9875 22933 0.34% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc :

ALS Vvial : 24 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 12.310 1579 1585 1591 rBV7 12742 31293 0.46% 0.063%
38 12.475 1609 1613 1617 rBV6 4378 9078 0.13% 0.018%
39 12.581 1624 1631 1635 rBv7 17246 41259 0.61% 0.083%
40 12.716 1649 1654 1655 rBV5 6392 7764 0.12% 0.016%
41 12.751 1658 1660 1664 rVB5 4559 7137 0.11% 0.014%
42 13.010 1700 1704 1706 rBV5 7354 11634 0.17% 0.023%
43 13.051 1708 1711 1717 rVB3 14535 24166 0.36% 0.048%
44 13.151 1724 1728 1731 rBV3 14866 20505 0.30% 0.041%
45 13.193 1732 1735 1739 rVV6 6499 9620 0.14% 0.019%
46 13.687 1812 1819 1829 rBV 1001444 1508279 22.34% 3.016%
47 13.775 1830 1834 1842 rVB 25084 45946 0.68% 0.092%
48 13.887 1851 1853 1856 rBV3 8280 11559 0.17% 0.023%
49 13.963 1856 1866 1874 rVvV 923287 1745501 25.86% 3.491%
50 14.075 1881 1885 1890 rVB4 33110 46539 0.69% 0.093%
51 14.157 1895 1899 1904 rVB3 34047 49410 0.73% ©0.099%
52 14.216 1905 1909 1910 rBv4 19169 23847 0.35% 0.048%
53 14.269 1912 1918 1926 rVB 1427102 2130256 31.56% 4.260%
54 14.493 1945 1956 1967 rBV 2285940 6750473 100.00% 13.500%
55 14.628 1975 1979 1984 rBV3 61198 125855 1.86% 0.252%
56 14.781 2003 2005 2013 rVB7 34362 59366 ©0.88% 0.119%
57 15.051 2047 2051 2058 rVB5 67637 117102 1.73% 0.234%
58 15.128 2060 2064 2070 rVV3 44441 71823 1.06% 0.144%
59 15.293 2086 2092 2103 rBV 1491607 2338980 34.65% 4.678%
60 15.463 2115 2121 2122 rBV 237532 368205 5.45% 0.736%
61 16.034 2211 2218 2222 rBV2 137975 273013 4.04%  0.546%
62 16.487 2292 2295 2298 rBV4 48215 63965 0.95% 0.128%
63 16.828 2351 2353 2356 rBV 52269 59213 0.88% 0.118%
64 16.875 2359 2361 2365 rVB 103022 127658 1.89% 0.255%
65 17.081 2391 2396 2405 rBV 1547062 2541546 37.65% 5.083%
66 17.192 2409 2415 2421 rBV2 1628644 2514125 37.24% 5.028%
67 18.016 2550 2555 2563 rBV 848933 1355454 20.08% 2.711%
68 19.351 2778 2782 2789 rBV 550022 831604 12.32% 1.663%
69 19.581 2816 2821 2827 rVB 2314973 3225674 47.78% 6.451%
70 20.492 2972 2976 2992 rVB 1364279 2195280 32.52% 4.390%
71 21.180 3089 3093 3099 rVB 688309 1028199 15.23% 2.056%
72 21.533 3148 3153 3171 rVB 1846659 3271704 48.47% 6.543%
73 24.604 3666 3675 3690 rVB 1291471 3699725 54.81% 7.399%
74 24.839 3706 3715 3727 rVB2 1208426 3524496 52.21% 7.048%

Sum of corrected areas: 50004595
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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: BP021226.D\data.ms
3000000

2500000
2000000
1500000

1000000 10.393
7.640

500000 6.96393 83758799  g5po 10.06310.569
7,699

3.176 36313.8034.28309  4.970 5.95840 e.se%ﬁj% B.A@@L .%g@g@gj&f?

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021226.D\data.ms
3000000 19.581

21.533

2
500000 14.493 20,492

2000000 1%6&?2

15.293 21.180

AeRER 143

O e o e L e e . e e L e

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: BP021226.D\data.ms
3000000

1500000 14.26

18.016 19.351

13.6
1000000 £4 963

500000

2500000

2000000

24.604339

1500000

1000000

500000 P A %

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

SFAM-EPA-BP071024.MA.M Tue Jul 30 07:43:38 2024 Page: 4



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP072924\

Data File : BP©21226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 1 1-Hexanol, 2-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.699 4.98 ng/ul 286385 1,4-Dichlorobenzene-d4 7.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56

Abundance Scan 801 (7.699 min): BP021226.D\data.ms (-797) (-) m/z 57.05 100.00%

57.0

%

5000
R ARARRNEEE
‘ } 7.40 7.60 7.80 8.00
ol Ali1 128901931 25808 3552 46985361 ./, 4110 36.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 LB B L B L L L L B
7.40 7.60 7.80 8.00
‘ m/z 43.00 32.97%
OI’J‘J\‘“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
T T
7.40 7.60 7.80 8.00
5000 ITI/Z 55.10 26.15%
o"‘\\“,Jlu}ﬂmww‘H‘W‘H_HWH,W,W,W_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15685: 1-Hexanol, 2-ethyl- PR
57.0 7.40 7.60 7.80 8.00
m/z 56.10 21.14%
- WVJ»WVAMfd\K«~M$WVNW
H 30.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

SFAM-EPA-BP071024.MA.M Tue Jul 30 07:43:39 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 2-Nonenal, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.828 2.20 ng/ul 175746  Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonenal, (E)- 140 C9H160 018829-56-6 91
2 2-Nonenal, (Z)- 140 C9H160 060784-31-8 55
3 2-Nonenal, (E)- 140 C9H160 018829-56-6 55
4 2-Nonenal, (E)- 140 C9H160 018829-56-6 49
5 2-Nonenal, (E)- 140 C9H160 018829-56-6 46

Abundance Scan 1163 (9.828 min): BP021226.D\data.ms (-1150) (-) m/z 55.00 100.00%

55.0
22.0
5000
— ——
m 207.0 9.50 10.00
O ML TT2671  399.0 431.4490.1548. v 2 43.05  90.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21495: 2-Nonenal, (E)-
43.0
5000 — —
9.50 10.00
‘% m/z 41.10 89.42%
O‘\\\“J\ J\\‘U\“\J\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21485: 2-Nonenal, (2)-
41.0
— ——
9.50 10.00
5000 ITI/Z 104.95 67.93%

JWL?lO

-

o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21491: 2-Nonenal, (E)-
41.0 9.50 10.00
m/z 70.10 67.17%
5000
o MLWH Mol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.175 2.15 ng/ul 171878 Naphthalene-d8 10.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 93
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87

Abundance Scan 1392 (11.175 min): BP021226.D\data.ms (-1384) (- m/z 93.95 100.00%

94.0
5000

152.1 T e

| 215.2 281.9342.0400.9 9537.0 1100 1150
15.2 281.9342.0400.9 475.9537. .
el L L 2do.2 281D A DD 4295318 m/z 77.08  27.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0

5000 s —
11.00 11.50

m/z 78.00 17.24%

152.0
31 ‘
O‘\‘\‘W‘Lﬂ”‘\hf“l\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0

T
11.00 11.50

o

5000 m/z 152.05 15.42%
152.0
a9 |||
0‘HﬂﬁMJ‘ﬂ\H“H‘_‘H‘H“_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol e Py
94.0 11.00 11.50

m/z 108.00 12.67%

5000
152.0
wM ﬂ' l ‘

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\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.493 63.38 ng/ul 6750470  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl un... 256 C15H2803 1000382-90-6 10
2 1-Tridecene 182 C13H26 002437-56-1 10
3 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
4 1-Heptadecene 238 C17H34 006765-39-5 10
5 Decane, 1-(ethenyloxy)- 184 C12H240 000765-05-9 10
Abundance Scan 1956 (14.493 min): BP021226.D\data.ms (-1945) (| | m/z 43.05 100.00%
43.0
5000 101.1 /\
197.2 1450
ol “‘““ ,l,2689 3410 4302 5331 ., 57.10 55.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143310: Carbonic acid, prop-1-en-2-yl undecyl ester
57.0
5000
14 50
m/z 97.05 47.06%
0 J‘ ||| 1260 1900
‘\\\‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56947: 1-Tridecene
43.0
14 50
5000 m/z 101.10 45.77%
HHT:
0l ‘H_m,w‘,‘m‘H‘W‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168308: Tetradecane, 1-bromo-
57.0 14 50
m/z 137.05 43.61%
135.0
5000
0 l‘ ‘ } .. 197.0 276.0
_““‘H‘H“M“W‘H“H“_‘H“H"H‘w“u“u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\

Library Search Compound Report

Data File : BP©21226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.034 2.15 ng/ul 273013  Phenanthrene-di10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 83
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
Abundance Scan 2218 (16.034 min): BP021226.D\data.ms (-2211) (|  m/z 57.10 100.00%
57.1
16.00 |
183.1
1
ob AMLLEBOLTT 2440 355141494776 8431 0 71 10 81.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107243: Dodecane, 2-methyl-8-propyl-
57.0
5000 — :
16.00
m/z 43.10 57.76%
183.0
O\\\ ‘\J‘\‘\J‘\E-WF?.IOT\‘!W“\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
N T
16.00
5000 m/z 41.05 29.57%
\ ‘1 7.0
197.0
oHJ‘m_Lw«?‘hW‘H_H‘WH‘mWm_m_m_m_ W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59036: Undecane, 6-ethyl- T
57.0 16.00
m/z 85.05 28.95%
5000
‘ ‘ 1154.0
8 O —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.016 10.67 ng/ul 1355450  Phenanthrene-d10 17.081
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2555 (18.016 min): BP021226.D\data.ms (-2550) (- m/z 73.00 100.00%
73.0
5000 M
213.2 —_ :
“’ ‘ 18.00
0l LA [ i H‘ L1, 2810 35694199 48955481 ./, 4319  85.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00
“ 213.0 m/z 59.95 85.11%
0‘\\\ ‘ \L’l‘\!l\”\l ‘\\\!‘\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
T 1 T
18.00
5000 m/z 41.10 71.24%
129.0
RPN
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 55.10 70.77%
256.0
5000
“ 157.0
0l HM”\“‘ —
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\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS vial : 24

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 7 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.351 5.08 ng/ul 831604  Chrysene-di12 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 98
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2782 (19.351 min): BP021226.D\data.ms (-2778) (- m/z 73.00 100.00%
3.0

3

5000
241.2

= .
h “ 171 \ | 19.00 19.50
0ol Ww‘u‘”m i3l 4150 4966 1 n/; 43,10 98.43%

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
’ M‘ 185.0 284.0 m/z 60.00 86.17%
0‘\\‘\”"‘1'\'[“%”‘!“1\‘\H\%\Hr‘\H\\‘HH‘HH‘HH‘HH‘\\H‘\

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

Abundance #179091: Octadecanoic acid
43.0
— ==
19.00 19.50
5000 129.0 m/z 57.10 80.74%
’ 284.0
o MMt 222 |

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

Abundance #179093: Octadecanoic acid — —
73.0 19.00 19.50
m/z 55.10  79.63%
5000 284.0
185.0
o il S
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 : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 12-Hydroxystearic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.492 13.42 ng/ul 2195280  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 90
2 12-Hydroxystearic acid 300 C18H3603 000106-14-9 68
3 5-[(4-Ethylphenoxy)methyl]-2-fur... 318 C17H2204Si 1000474-93-6 43
4 1-(4-Fluorophenyl)-1-propanol, T... 226 C12H19F0Si 1000478-97-5 38
5 2-(4-Cyanophenyl)-5-hydroxypyrim... 197 C11H7N30 150405-59-7 35

Abundance Scan 2976 (20.492 min): BP021226.D\data.ms (-2972) (- m/z 55.10 100.00%

55.1 '
197.2
5000
——
’H 115 1 20.50
ol ] ‘“‘ Wl lii] 2641 3551 431.1489.9549. /) 197 20  73.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199811: 12-Hydroxystearic acid
55.0
197.0
5000 U
20.50
m/z 97.10  53.52%
15.0
O‘\J\‘Ld! \‘\\l‘\\H\“\l‘\w‘\‘\‘\‘!\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199813: 12-Hydroxystearic acid
55.0 197.0
——
20.50
5000 m/z 43.10 40.25%
| }M o | o
0 “ﬂ‘ HN“LJN e —
\ \ \ I \ w \ \ \ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #222032: 5-[(4-Ethylphenoxy)methyl]-2-furoic acid, TMS P
197.0 20.50
m/z 41.10 39.28%

5000

73.0

-

Ll 39.0 318.0

|

o‘H‘ww‘HH_‘H_H‘_HwH_Ww‘mww_ —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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 4
R.T. EstConc Area Relative to ISTD R.T.
21.180 6.29 ng/ul 1028200  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 94
4 1-Octadecene 252 C18H36 000112-88-9 93
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 3093 (21.180 min): BP021226.D\data.ms (-3089) (- m/z 57.10 100.00%

57.1
5000

1p5.1 e —
{ h 39.2 ‘ 21.00 21.50
o COPL 8211 4150 48905484 /7 55.10  84.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155959: 1-Nonadecene
57.0

5000 — —
21.00 21.50
1po0 266.0 m/z 43.10  82.17%
O‘\\\\ ’JJM}M‘LJ'“I‘.WW[“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
—— —
21.00 21.50
5000 m/z 83.10 81.15%

29.0

0 “ J h‘i1680 266.0

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

Abundance  #239256: 2- Chloropropionic acid, hexadecyl ester —— ——
43.0 21.00 21.50

m/z 97.10 68.66%

-

5000

| [ \ | 269.0 332.0
0 ,‘m‘mwm‘m‘ R ARAREEER R a R SRR R

T T
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\BP072924\
Data File : BP021226.D

Acqg On : 30 Jul 2024 03:18
Operator : MA/JU

Sample : P3300-11

Misc

ALS Vvial : 24 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-Hexanol, 2-et... 7.699 5.0 ng/ul 286385 1 7.640 1151080 20.0
2-Nonenal, (E)- 9.828 2.2 ng/ul 175746 2 10.393 1599710 20.0
1-Phenoxypropan... 11.175 2.1 ng/ul 171878 2 10.393 1599710 20.0
unknown-01 14.493 63.4 ng/ul 6750470 3 14.269 2130260 20.0
(DEL) Alkane: S... 16.034 2.1 ng/ul 273013 4 17.081 2541550 20.0
n-Hexadecanoic ... 18.016 10.7 ng/ul 1355450 4 17.081 2541550 20.0
Octadecanoic acid 19.351 5.1 ng/ul 831604 5 21.533 3271700 20.0
12-Hydroxystear... 20.492 13.4 ng/ul 2195280 5 21.533 3271700 20.0
(DEL) Alkane: S... 21.180 6.3 ng/ul 1028200 5 21.533 3271700 20.0
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