LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : 07 Apr 2024 15:31
Operator : MA/JU

Sample : P1982-01

Misc :

ALS vial : 5 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-BM040524 .MA.M
Title : SVOA CALIBRATION
Signal : TIC: BM@45008.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.210 18 21 25 rBV 16768 22480 0.69% 0.090%
2 3.616 86 90 104 rBV 88478 171341 5.23% 0.683%
3 3.904 136 139 145 rVB6 5924 9478 0.29% 0.038%
4 6.092 507 511 514 rvB3 2262 3433 0.10% 0.014%
5 6.816 627 634 644 rBV 66219 133205 4.06% 0.531%

6 6.981 656 662 674 rBV 284739 471664 14.39%
7 7.163 686 693 703 rBV 280722 468217 14.28%
8 7.628 766 772 781 rBV 291852 473477 14.45%
9 8.339 887 893 0910 rBV 208646 367283 11.21%

8.792 961 970 984 rBV 360085 600341 18.32%
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0
0
R

11 8.945 994 996 1002 rVB7 3717 6352 0.19%
12 9.504 1084 1091 1102 rBV 277732 483075 14.74%
13 10.033 1174 1181 1198 rBV 383273 732397 22.34%
14 10.404 1236 1244 1252 rVB 418247 687420 20.97%
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N
=
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15 10.563 1263 1271 1289 rBV 332151 701892 21.41% 799%
16 11.239 1380 1386 1389 rBV7 1934 3578 0.11% 0.014%
17 11.580 1440 1444 1448 rBV6 3537 6497 0.20% 0.026%
18 12.016 1514 1518 1523 rVV5 4970 6855 0.21% 0.027%
19 13.174 1708 1715 1725 rBV 304629 476180 14.53% 1.899%
20 13.704 1798 1805 1817 rBV 810193 1179928 36.00% 4.706%
21 13.968 1843 1850 1857 rBV2 966618 1433230 43.73% 5.716%
22 14.280 1896 1903 1911 rBV 619258 931211 28.41% 3.714%
23 14.539 1937 1947 1961 rBv4 25382 92022 2.81% 0.367%
24 14.715 1973 1977 1987 rVB5 14441 22545 0.69%  0.090%
25 15.086 2036 2040 2045 rBV2 9940 13523 0.41% 0.054%
26 15.127 2045 2047 2052 rVB3 2946 3849 0.12% 015%

27 15.280 2066 2073 2082 rBV 1318696 1903969 58.09%
28 15.421 2090 2097 2107 rBV 327989 491276 14.99%
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29 15.521 2112 2114 2119 rVB5 5999 6986 0.21% 028%
30 16.068 2205 2207 2212 rVB6 4175 4837 0.15% 019%
31 16.456 2269 2273 2280 rW7 10808 13940 0.43% 0.056%
32 16.815 2331 2334 2338 rVB6 7978 10949 0.33% 0.044%
33 17.039 2365 2372 2380 rBV 798138 1115025 34.02% 4.447%
34 17.139 2382 2389 2402 rVV 1543881 2296840 70.07%  9.160%
35 17.274 2408 2412 2417 rVB5 4769 7935 0.24% 0.032%
36 17.345 2419 2424 2426 rBV6 3298 5061 0.15% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : 07 Apr 2024 15:31
Operator : MA/JU

Sample : P1982-01

Misc :

ALS vial : 5 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-BM040524 .MA.M
Title : SVOA CALIBRATION
37 17.439 2436 2440 2442 rBV4 3902 5495 0.17% 0.022%
38 17.545 2454 2458 2462 rBV5 3372 5369 0.16% 0.021%
39 17.615 2465 2470 2472 rVB5 4350 5900 0.18% 0.024%
40 17.727 2483 2489 2494 rBvV3 9980 16977 0.52% 0.068%
41 17.945 2521 2526 2536 rBvV2 130210 224719 6.86% 0.896%
42 18.021 2536 2539 2543 rVB2 7712 13269 0.40% 0.053%
43 18.245 2573 2577 2581 rVV5 5710 8663 0.26% 0.035%
44 18.380 2597 2600 2603 rVB5 6941 7575 0.23% 0.030%
45 18.498 2616 2620 2626 rBvV8 7382 13997 0.43% 0.056%
46 18.645 2641 2645 2649 rBV6 6219 12106 0.37% 0.048%
47 18.833 2673 2677 2678 rBv4 3535 4542 0.14% 0.018%
48 18.874 2681 2684 2686 rBV3 12174 13892 0.42% 0.055%
49 18.909 2686 2690 2693 rVv3 52164 61885 1.89% 0.247%
50 19.003 2702 2706 2710 rBV2 21501 26931 0.82% 0.107%
51 19.045 2710 2713 2715 rBvV2 9731 9500 0.29% 0.038%
52 19.080 2715 2719 2723 rBv2 16628 30990 0.95% 0.124%
53 19.239 2742 2746 2754 rBV2 110248 167914 5.12% 0.670%
54 19.445 2774 2781 2791 rBV 2129112 2908604 88.74% 11.600%
55 20.974 3038 3041 3047 rVB5 47122 56726 1.73% 0.226%

56 21.244 3082 3087 3094 rBV 1001710 1319846 40.27% 5.264%
57 23.327 3434 3441 3448 rBV2 1826923 3277701 100.00% 13.072%
58 23.462 3458 3464 3474 rVB 824682 1524126 46.50% 6.078%

Sum of corrected areas: 25075018
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : @7 Apr 2024 15:31
Operator : MA/JU

Sample : P1982-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM045008.D\data.ms
2000000
1500000
1000000
500000 0.404
8.792 10.033 0.563
6.98163 7.628 )
63 8.339 9.504
3.616
O3-210 3.904 6.092 6'?& f\ .945 11.2391.580
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM045008.D\data.ms
19.445
2000000
17.139
1500000
15.280
1000000 13.968
13.704 17.039
14.280
500000
13.174 15.421
0/2:016 14589’1515@& 521 16 068L6. 45&6 81 :
T T T T e e T e T e e e e T
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15. OO 15.50 16. OO 16. 50 17.00 17.50 18.00 18.50 19. OO 19.50 20.00
Abundance TIC: BM045008.D\data.ms
23.327
2000000
1500000
21.244 28.462
1000000
500000
20.974
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : @7 Apr 2024 15:31
Operator : MA/JU

Sample : P1982-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.174 10.23 ng/ul 476180  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 53
Abundance Scan 1715 (13.174 min): BM045008.D\data.ms (-1708) (- | m/z 42.95 100.00%
43.0
109.1
5000 151.1
69.0 ——
‘ ‘ ‘ 93 13 00 13.50
OF e Pttt sl e 2281 myz 109,10 77.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
13 00 13.50
69.0 m/z 151.05  49.84%
0 \1\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
—
13 00 13.50
5000 151.0 m/z 41.00 28.33%
43.0
80.0
150 | I | |
O rr b et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28725: Metacetamol peocporet
109.0 13 00 13.50
m/z 69.00 17.09%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : @7 Apr 2024 15:31
Operator : MA/JU

Sample : P1982-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.945 4.03 ng/ul 224719  Phenanthrene-di10 17.039
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 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
Abundance Scan 2526 (17.945 min): BM045008.D\data.ms (-2521) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.1 a0
M‘ H | 1711 H3 e 18.00
ok N S St i m/z 60.00  76.92%
miz-> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T “
213.0 18f00
171.0 m/Z 43.00 72.49%
0b— \“ \‘ I ‘H‘\‘ h!\‘ ) | “\L | ‘\‘ “‘ “\‘h“ AL “ — “ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 2
43.0 73.0 256.0
——
18.00
5000 m/z 57.10 62.85%
129.0
213.0
‘ 171.0 ‘
oL “\ ‘H\ M“ ) T : “ “ “‘u\‘ T : “
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid A
43.0 73.0 18.00
m/z 41.00 60.92%
5000 256.0
129.0
‘ | M ‘ 171.0
0— “‘ H ‘\M H“‘ N uh‘L Ju‘\‘u; L ’ “ “ “‘m‘ - ’ \‘ o
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : @7 Apr 2024 15:31

Operator : MA/JU

Sample : P1982-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M
: 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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.239 2.54 ng/ul 167914  Chrysene-di12 21.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Octadecanoic acid
3 Octadecanoic acid
4 Octadecanoic acid

284 C18H3602
284 C18H3602
284 C18H3602
284 C18H3602

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404

000057-11-4 99
000057-11-4 99
000057-11-4 99
000057-11-4 95
000106-11-6 80

Abundance Scan 2746 (19.239 min): BM045008.D\data.ms (-2742) (+ | m/z 73.00 100.00%
73.0
5000
129.0
1851 2411 2841 19.00 19.50
0! ‘WMW~w‘wJ‘wa‘uuL‘u ‘W““34?P‘ m/z 60.00 78.65%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 7 SUBE
19.00 19.50
29.0 1850 ;o 284.0 m/z 43.05 74.16%
0 Hr“”“\“‘r‘ \“‘\ \‘ \“\ “ by \L‘ T \L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
—— —
19.00 19.50
5000 129.0 ITI/Z 57.05 59.98%
3.0
1850 541 2810
0! \\\‘Hh“h‘\ w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ . T
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid —— T
73.0 19.00 19.50
m/z 55.00 59.57%
129.0
500071 28.0 284.0
185.0 241.0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40724\
Data File : BM@45008.D

Acqg On : @7 Apr 2024 15:31
Operator : MA/JU

Sample : P1982-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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|

2,4,7,9-Tetrame... 13.174 10.2 ng/ul 476180 3 14.280 931211 20.0
n-Hexadecanoic ... 17.945 4.0 ng/ul 224719 4 17.039 1115030 20.0
Octadecanoic acid  19.239 2.5 ng/ul 167914 5 21.244 1319850 20.0

SFAM-EPA-BM040524.MA.M Mon Apr 08 15:43:15 2024 7



