LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47131.D

Acqg On : 09 Aug 2024 21:46
Operator : RC/JU

Sample : P3498-04

Misc :

ALS Vvial : 19 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-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47131.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.016 18 22 31 rVB 57729 78370 1.27% 0.124%
2 3.099 34 36 41 rVB5 9088 10168 0.17% 0.016%
3 3.410 86 89 101 rBvV 172316 261155 4.24% 0.412%
4 3,704 135 139 145 rVB 19425 24966 0.41% 0.039%
5 4.051 192 198 205 rBV6 25980 45186 ©0.73% 0.071%
6 4.140 209 213 219 rVB2 21812 31416 0.51% 0.050%
7 4.451 263 266 271 rVB7 4997 8171 0.13% 0.013%
8 5.081 371 373 378 rBV5S 4560 6345 0.10% 0.010%
9 5.440 429 434 442 rBV3 54429 106993 1.74% 0.169%
10 5.687 472 476 481 rBV7 6446 8902 0.14% 0.014%
11 6.387 591 595 599 rBV7 3297 6239 0.10% 0.010%
12 6.445 599 605 609 rBv2 24002 43051 0.70% 0.068%
13  6.592 624 630 639 rVB 303810 474219 7.70% ©.748%
14 6.739 649 655 664 rBV 888362 1333343 21.64% 2.102%
15 6.928 679 687 697 rBV 972484 1542485 25.04% 2.432%
16 7.028 701 704 708 rVVe6 7908 12318 0.20% 0.019%
17 7.92 711 715 721 rBV9 13008 20317 ©0.33% 0.032%
18 7.381 757 764 773 rBV 870871 1399920 22.72% 2.207%
19 7.469 773 779 783 rVV3 17258 26970 0.44% 0.043%
20 7.751 819 827 830 rVBS8 4043 9844 0.16% 0.016%
21 7.992 863 868 873 rBV4 19430 38332 0.62% 0.060%
22 8.104 881 887 900 rBvV 851406 1322875 21.47% 2.085%
23 8.528 951 959 969 rBV 1082550 1710926 27.77% 2.697%
24 8.710 985 990 999 rVB5 21383 38440 0.62% 0.061%
25 9.239 1072 1080 1088 rBV 893803 1426800 23.16% 2.249%

26 9.522 1119 1128 1138 rBV2 89981 168411 2.73%
27 9.775 1165 1171 1183 rBV 1317859 2179642 35.38%
28 10.139 1226 1233 1241 rBV 1255238 2024086 32.85%

ONWWOe
[y
o]
[y
R

29 10.292 1252 1259 1273 rBV 1051848 1820418 29.55% 870%
30 10.792 1337 1344 1351 rBV 12487 25087 0.41% 040%
31 10.992 1369 1378 1393 rBV 191081 362615 5.89% ©.572%
32 11.110 1395 1398 1402 rVB5 5176 6772 0.11% 0.011%
33 11.739 1499 1505 1514 rVB 27279 49646 0.81% ©0.078%
34 12.233 1584 1589 1590 rBV4 4797 6234 0.10% 0.010%
35 12.327 1594 1605 1609 rBV9 8198 23264 ©.38% 0.037%
36 12.439 1621 1624 1627 rBV5 4890 7154 0.12% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47131.D

Acqg On : 09 Aug 2024 21:46
Operator : RC/JU

Sample : P3498-04

Misc :

ALS Vvial : 19 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-BM080224.MA.M
Title : SVOA CALIBRATION
37 12.492 1630 1633 1636 rBV4 6964 8866 0.14% 0.014%
38 12.704 1663 1669 1673 rBvV8 3320 7096 0.12% 0.011%
39 12.810 1684 1687 1691 rBV5 6248 8329 0.14% 0.013%
40 12.886 1694 1700 1711 rVB 988718 1367962 22.20% 2.156%
41 13.063 1726 1730 1734 rBV7 9980 16832 0.27% 0.027%
42 13.274 1761 1766 1770 rBV7 6281 11409 0.19% 0.018%
43 13.468 1792 1799 1810 rBV 2341445 3127641 50.76% 4.930%
44 13.727 1831 1843 1856 rBV 2648203 3870750 62.82% 6.102%
45 14.039 1889 1896 1908 rVB 1955467 2770580 44.97% 4.367%
46 14.168 1914 1918 1922 rVB6 5086 7578 0.12% 0.012%
47 14.286 1929 1938 1953 rBV 266446 485946 7.89% 0.766%
48 14.504 1971 1975 1980 rVB8 17292 26504 0.43% 0.042%
49 14.774 2017 2021 2025 rVB7 3623 6488 0.11% 0.010%
50 14.874 2035 2038 2046 rBV5 6624 12674 0.21% 0.020%
51 15.045 2059 2067 2083 rBV 3289994 4762797 77.30% 7.508%
52 15.186 2085 2091 2102 rVV 1069105 1501864 24.38% 2.367%
53 15.286 2104 2108 2114 rVB4 18415 31814 0.52% 0.050%
54 15.615 2160 2164 2169 rBV8 6445 10681 0.17% 0.017%
55 15.692 2174 2177 2184 rVB 15004 19440 0.32% 0.031%
56 16.245 2266 2271 2274 rVV4 20880 27471 0.45% 0.043%
57 16.304 2277 2281 2283 rBV4 5573 6498 0.11% 0.010%
58 16.480 2305 2311 2315 rBV9 5777 10719 0.17% 0.017%
59 16.580 2326 2328 2329 rBv2 8622 6476 0.11% 0.010%
60 16.798 2358 2365 2375 rBV 2410629 3297137 53.51% 5.197%
61 16.898 2375 2382 2394 rBV2 3760136 5211503 84.59%  8.215%
62 17.033 2402 2405 2408 rVB5 5664 7260 0.12% 0.011%
63 17.115 2412 2419 2425 rBV7 7392 16615 0.27% 0.026%
64 17.186 2425 2431 2433 rBV5S 8334 11669 0.19% 0.018%
65 17.462 2475 2478 2481 rBV4 10751 15507 0.25% 0.024%
66 17.492 2481 2483 2487 rVB5 8046 8116 0.13% 0.013%
67 17.733 2519 2524 2530 rBV 115367 168762 2.74%  0.266%
68 17.798 2532 2535 2539 rVB 16357 22121 0.36% 0.035%
69 18.027 2572 2574 2580 rBV4 12186 18151 0.29% 0.029%
70 18.639 2676 2678 2682 rBv4 7775 7640 0.12% 0.012%
71 18.768 2696 2700 2704 rVB2 48328 62346 1.01% ©.098%
72 18.845 2708 2713 2717 rBV 57530 84156 1.37% 0.133%
73 18.915 2721 2725 2728 rBV6 26680 38063 0.62% 0.060%
74 19.033 2741 2745 2753 rBV2 96541 139817 2.27% 0.220%
75 19.209 2769 2775 2782 rBV 4380468 5802232 94.17%  9.146%
76 19.809 2874 2877 2881 rBV5 22135 30603 0.50% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47131.D

Acqg On : 09 Aug 2024 21:46
Operator : RC/JU

Sample : P3498-04

Misc

ALS Vvial : 19 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-BM080224.MA.M
Title : SVOA CALIBRATION

77 20.127 2927 2931 2938 rBV2 197719 287566  4.67% ©.453%
78 21.033 3079 3085 3093 rBV 2559429 3462698 56.20% 5.458%

79 23.550 3505 3513 3526 rVB 2943434 6161186 100.00% 9.712%
80 23.732 3536 3544 3551 rBV 1682851 3816783 61.95% 6.017%

Sum of corrected areas: 63437426
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
BM047131.D

: 09 Aug 2024 21:46

: RC/JU

: P3498-04

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

4000000
3500000
3000000
2500000

2000000

1000000 87381 8104 9.239
500000
0 @@Mmmmm 451 50815440687 469.7519 710 9.522 10. 7%110 11.739 12 PERER0I¢

Abundance TIC: BM047131.D\data.ms

1500000 9.77%0.139

492 292

3.00 3.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

4000000 16.898

3500000 15.045

2500000 13.468 16.798
2000000 14.039
1500000

10000007

500000 4.286 J}U Lﬁww
3.08274 JL 148! 5087374 5.2865692 1662858 imm&lﬁ%gﬁw 19.809

Abundance TIC: BM047131.D\data.ms

19.209
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13.727
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Time-->
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Abundance TIC: BM047131.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47131.D

Acqg On : 09 Aug 2024 21:46
Operator : RC/JU

Sample : P3498-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Nonanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.992 3.58 ng/ul 362615 Naphthalene-d8 10.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Nonanoic acid 158 C9H1802 000112-05-0 90
3 Nonanoic acid 158 C9H1802 000112-05-0 90
4 Nonanoic acid 158 C9H1802 000112-05-0 83

5 n-Decanoic acid

172 C1eH2002

000334-48-5 72

Abundance Scan 1378 (10.992 min): BM047131.D\data.ms (-1369) (- | m/z 60.00 100.00%

60.0
5000
115.1

‘871 ‘ ‘ 11,00
Ol ol nin U“!‘w“‘m‘_“1‘4‘1“1“_””“2‘97‘9 m/z 72.95  85.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35300: Nonanoic acid /\M~
60.0
5000

S
115.0 11.00
m/z 57.10 51.43%

29.0 87.0 ‘
M || asso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35298: Nonanoic acid
60.0
=

o

11.00
5000 41.05 51.27%
29.0 115.0
87.0 ‘
ok Sy || sso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35299: Nonanoic acid
60.0 1100

m/z 55.05 41.49%

5000
29.0 115.0
H 870 1 | 1s80
0 ‘ ‘H M m\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47131.D

Acqg On : 09 Aug 2024 21:46
Operator : RC/JU

Sample : P3498-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.886 9.87 ng/ul 1367960  Acenaphthene-d10 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 93
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 86
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
Abundance Scan 1700 (12.886 min): BM047131.D\data.ms (-1694) (- | m/z 135.05 100.00%
135.1
5000 107.0
— —
410 770 164.1 12.50 13.00
0ot bbb 2L 7 107,00 42.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 T ]
12.50 13.00
164.0 m/z 77.00 10.49%
41.0 77.0 ‘
0 :\I-E.‘()\‘\‘\\“‘\\‘W“\‘1‘\\\“’\\‘\‘\“H\‘\‘i‘\\\“!‘\\‘\\‘\\\\‘\\H‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
— ==
12.50 13.00
m/z 95.10 10.15%
5000 107.0
410 770 164.0
RSV NSO(Y S SOV W A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27481: Phenol, p-tert-butyl- “ T
135.0 12.50 13.00
m/z 136.05 9.71%
5000
107.0
77.0
om0 0 T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47131.D

Acqg On : 09 Aug 2024 21:46
Operator : RC/JU

Sample : P3498-04

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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|
Nonanoic acid 10.992 3.6 ng/ul 362615 2 10.139 2024090 20.0
Phenol, 4-(1,1-... 12.886 9.9 ng/ul 1367960 3 14.039 2770580 20.0
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