LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM0@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44346.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.363 43 47 59 rVB 77133 113515 2.14% 0.195%
2 3.646 92 95 110 rBV 54640 99225 1.87% 0.171%
3 3.775 114 117 135 rBV 794535 1234329 23.22% 2.122%
4 4,099 169 172 177 rVB2 16364 23609 0.44% 0.041%
5 4.434 225 229 242 rVB 220643 308132 5.80% 0.530%
6 5.040 327 332 344 rBV 160448 247458 4.66%  0.425%
7 5.663 433 438 444 rVB2 13575 23675 0.45% 0.041%
8 6.028 496 500 503 rBVS 5946 10495 0.20% 0.018%
9 7.093 675 681 695 rBv 991318 1618041 30.44% 2.782%
106 7.275 705 712 725 rBV 860597 1350538 25.41% 2.322%
11 7.457 736 743 753 rBV 1008365 1584704 29.81% 2.725%
12 7.934 817 824 832 rVB 696150 1121112 21.09% 1.928%
13 8.004 832 836 837 rBV3 4926 5994 0.11% 0.010%
14 8.645 937 945 955 rBV 1166168 1923403 36.18% 3.307%
15 9.098 1014 1022 1035 rBV 884545 1502547 28.27% 2.583%
16 9.263 1047 1050 1059 rVB9 6797 13006 0.24% 0.022%
17 9.492 1084 1089 1096 rVB4 9862 18344 0.35% 0.032%
18 9.686 1116 1122 1132 rVB 39287 74647 1.40% 0.128%
19 9.822 1138 1145 1157 rBV 724485 1190735 22.40% 2.047%
20 10.357 1227 1236 1257 rBV 1059501 1863458 35.06%  3.204%
21 10.733 1292 1300 1309 rBV 969330 1634957 30.76% 2.811%
22 10.881 1316 1325 1348 rBV 1062871 1984378 37.33% 3.412%
23 11.310 1393 1398 1406 rVBS8 9191 19855 0.37% 0.034%
24 11.498 1424 1430 1444 rBV 55152 119391 2.25% 0.205%
25 12.163 1539 1543 1550 rBV6 5941 11220 0.21% 0.019%
26 12.269 1553 1561 1562 rBV6 7850 15803 0.30% 0.027%
27 12.327 1566 1571 1577 rVB2 23078 38013 0.72% 0.065%
28 13.404 1750 1754 1762 rBv4 15591 23948 0.45% 0.041%
29 13.480 1762 1767 1773 rBV2 27038 44692 0.84% 0.077%
30 13.551 1773 1779 1782 rBV6 5088 8320 0.16% 0.014%

31 13.998 1848 1855 1866 rBV 1862305 2678051 50.38%
32 14.269 1890 1901 1915 rBV 2248718 3416621 64.28%
33 14.480 1933 1937 1939 rBV4 4218 5786 ©.11%
34 14.574 1946 1953 1961 rBV 1392741 2078810 39.11%
35 14.780 1981 1988 2013 rBV 608034 1403479 26.40%

NwWwoO VA
[
=
]
S

36 14.992 2021 2024 2035 rVB 12105 32142 ©.60% ©.055%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM0@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
37 15.374 2084 2089 2092 rBV7 6247 11171 0.21% 0.019%
38 15.568 2114 2122 2134 rBV 2892241 4176063 78.56% 7.180%
39 15.686 2137 2142 2154 rVWV 812924 1177536 22.15% 2.025%
40 15.810 2159 2163 2172 rVB5 14914 30524 0.57% 0.052%
41 16.133 2211 2218 2222 rBV9 5196 10578 0.20% 0.018%
42 16.233 2232 2235 2238 rBV5 3950 5803 0.11% 0.010%
43 16.298 2241 2246 2247 rBV5 6721 9347 0.18% 0.016%
44 16.351 2251 2255 2262 rVB5 9742 15712 0.30% 0.027%
45 16.468 2271 2275 2280 rVB7 5186 10119 0.19% 0.017%
46 16.733 2317 2320 2324 rVB5 5772 7636 0.14% 0.013%
47 17.092 2378 2381 2387 rBV6 5186 10975 0.21% 0.019%
48 17.321 2414 2420 2427 rBV 1706860 2448574 46.06%  4.210%
49 17.421 2431 2437 2449 rVV 3190336 4473620 84.16% 7.691%
50 17.527 2452 2455 2461 rVB5 21956 34216 0.64% 0.059%
51 17.721 2483 2488 2490 rBV6 11002 16658 0.31% 0.029%
52 17.839 2504 2508 2511 rVB5 5316 6723 0.13% 0.012%
53 18.009 2534 2537 2542 rVB5 11008 15569 0.29% 0.027%
54 18.080 2544 2549 2551 rBV6 4965 8074 0.15% 0.014%
55 18.233 2570 2575 2587 rBV 352078 541475 10.19% 0.931%
56 18.668 2646 2649 2653 rBV4 16245 19953 0.38% 0.034%
57 18.904 2686 2689 2692 rBV4 5057 7583 0.14% 0.013%
58 19.286 2749 2754 2759 rBV2 44933 63679 1.20% 0.109%
59 19.356 2762 2766 2770 rBV 35160 56241 1.06% 0.097%
60 19.398 2770 2773 2775 rVB3 14795 16243 0.31% 0.028%
61 19.515 2789 2793 2801 rBV2 123069 163169 3.07% 0.281%
62 19.674 2817 2820 2821 rBV3 9505 9052 0.17% 0.016%
63 19.721 2822 2828 2837 rVV 3830732 5239830 98.58% 9.009%
64 20.286 2922 2924 2929 rVB5 19389 22526 0.42% 0.039%
65 21.250 3083 3088 3098 rBV 491410 822205 15.47% 1.414%
66 21.521 3129 3134 3151 rBV 2001377 2699648 150.79% 4.641%
67 21.703 3162 3165 3170 rBV3 50956 72921 1.37% 0.125%
68 23.780 3510 3518 3531 rVB 2686160 5315576 100.00% 9.139%
69 23.933 3538 3544 3555 rVB 1342605 2801923 52.71% 4.817%

Sum of corrected areas: 58163355
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Feb 2024 00:13
: MA/JU
: P1442-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044346.D

: 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BM044346.D\data.ms

8.645
7.09327.457 10.357 410,881
3.775 27 .

9.098
7.934 9.822
4.434
5.040
| 3:363.64 4089 L% 5.6636.028 J\OM 24926‘JL

11 31%98

Time-->

350 4. 00 4.50 5.00 550 6.00 650 7.00 750 8.00 850 .0 9.50 10.00 10.50 11.00 11. 50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM044346.D\data.ms
19.721

17.421
15.568

14.269

13.998
17.321

14.574

15.686
4.780

18.233

=
1207327 1339861 4.480 4.99215.3%1. 8100 GERRRIRIGS.7337.002/ 171. 5277 2BM090  18.6688904 Bra 20286

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM044346.D\data.ms

23.780

21.521

23.933

21.250

1.703 S \ VA

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.434 5.50 ng/ul 308132 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86
Abundance Scan 229 (4.434 min): BM044346.D\data.ms (-225) (-) m/z 82.95 100.00%
55.0 83.0
5000

o RAREREERR RS

‘ 4.20 4.40 4.60 4.80
0ot g 1349 1630 2090 oe 60 g5 76y

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #3646: 3-Penten-2-one, 4-methyl-

55.0 83.0
5000 LB B R B B B R R
290 4.20 4.40 4.60 4.80
‘ m/z 97.95 37.26%
0\\\‘\1\\‘”‘\\H\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
 EAEEmEERE S
4.20 4.40 4.60 4.80
5000 m/z 43.00 37.20%
29.0
0 :
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one R BARE =R
55.0 4.20 4.40 4.60 4.80
83.0 m/z 39.00  25.13%
29.0
5000
0! : e SERRERAREsTas o
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.040 4.41 ng/ul 247458 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 332 (5.040 min): BM044346.D\data.ms (-327) (-) m/z 43.00 100.00%
3.0
5000
101.0 R e e AREAREN R
‘ ‘ 4.80 5.00 5.20 5.40
O 889 L1829 19312211 njz 59.10  57.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I I LN L
4.80 5.00 5.20 5.40
‘ 101.0 m/z 101.00  20.27%
O\\\\‘\‘\“\\"h\\\w“\\\-\“\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R  ARESEE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.85%
101.0
N AN ) 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- T T T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.21%
5000
15.0 ‘ 101.0
oH“"Mw‘m,‘m:_m‘u‘m,‘mwHH‘mWm_mww N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.233 4.42 ng/ul 541475  Phenanthrene-d10 17.321
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2575 (18 233 min): BM044346.D\data.ms (-2570) (- | m/z 73.00 100.00%

5000
129.0
\

“ 102831 o) 18.00 18.50
— ULy “ L. L0 m/z 60.00  80.20%
mi/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 T —
129.0 18.00 18.50
213.0 m/z 43.05 77.18%
171.0
o b L L “um“ SR
mi/z--> 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
Feps —
18.00 18.50
5000 256.0 m/z 57.10 68.16%
129.0
30 213.0
h 171.0
ol A L L
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid ; ; :
60.0 18.00 18.50

m/z 55.05 63.38%

5000 129.0
171.0 213.0 256.0
0 M L ﬂh”\ u‘\ ul | ‘ ‘ ‘ \ ‘ | ‘ ; T

m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.250 6.09 ng/ul 822205 Chrysene-di2 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 Octacosanol 410 C28H580 000557-61-9 90

Abundance Scan 3088 (21.250 min): BM044346.D\data.ms (-3083) (- | m/z 57.05 100.00%
1.0

5000

21.00 21.50
207.0 ‘
ol ’ ‘“ A “‘ P31 T 28103248 4000 .. 43.05 87.00%

m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
11.0 e

5000
21.00 21.50
m/z 55.05 83.34%

oL | ‘H\ 1153010602380 2020 3640
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0

7.0 T ‘ T T ‘ T
21.00 21.50
5000 m/z 83.05 83.22%
oLl Hﬁf‘wl‘aﬁq‘“2‘649‘_“3?_’?‘0““ J\w
m/z--> 50 100 150 200 250 300 350 400
Abundance #289621: 1-Hexacosanol T =
97.0 21.00 21.50

m/z 97.10 72.48%

55.
5000
L 1s02220264 03003040 .

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44346.D

Acqg On : 27 Feb 2024 00:13
Operator : MA/JU

Sample : P1442-15

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|
3-Penten-2-one,... 4.434 5.5 ng/ul 308132 1 7.934 1121110 20.0
2-Pentanone, 4-... 5.040 4.4 ng/ul 247458 1 7.934 1121110 20.0
n-Hexadecanoic ... 18.233 4.4 ng/ul 541475 4 17.321 2448570 20.0
(DEL) Alkane: S... 21.250 6.1 ng/ul 822205 5 21.521 2699650 20.0
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