LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On ¢ 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc :

ALS vial : 8 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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62245.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.401 15 19 20 rBV3 11163 14387 ©0.58% 0.054%
2 3.424 21 23 36 rVB 19552 30349 1.23% 0.113%
3 3.683 63 67 78 rBV 100937 163772 6.66% 0.609%
4 3.830 87 92 103 rBV 238766 385079 15.65% 1.432%
5 4.811 255 259 262 rBV4 6484 10183 0.41% 0.038%
6 6.056 466 471 475 rBv4 3181 5851 ©.24% 0.022%
7 6.937 617 621 629 rVB5S 2894 5072 0.21% 0.019%
8 7.113 645 651 665 rVB 328837 569059 23.13% 2.116%
9 7.296 675 682 691 rBvV 247644 403682 16.41% 1.501%
10 7.495 709 716 723 rBV 301298 499770 20.31% 1.859%
11 7.560 723 727 740 rVB 36806 60751 2.47% 0.226%
12 7.965 789 796 803 rBV 233903 387292 15.74% 1.440%
13 8.658 905 914 923 rBV 414087 700588 28.48%  2.606%
14 9.117 984 992 1001 rBV 299871 515661 20.96%  1.918%
15 9.293 1017 1022 1027 rVB4 3123 4776 ©0.19% 0.018%

16 9.681 1081 1088 1094 rBV2 20294 32664 1.33%
17 9.839 1108 1115 1123 rBV 219368 382462 15.55%
18 10.374 1198 1206 1214 rBV 406131 719176 29.23%
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19 10.761 1262 1272 1281 rBV 344380 616524 25.06% 293%
20 10.885 1285 1293 1303 rBV 408006 744233 30.25% 768%
21 11.296 1358 1363 1372 rVB2 16426 26188 1.06% ©.097%
22 11.496 1390 1397 1404 rBV 100961 171398 6.97% 0.637%
23 12.336 1536 1540 1548 rVB3 6806 10899 0.44% 0.041%
24 13.211 1681 1689 1695 rBV3 3300 6243 0.25% 0.023%
25 13.787 1782 1787 1791 rBV3 3438 4979 0.20% 0.019%

26 13.992 1815 1822 1831 rVB 733079 1083016 44.02%
27 14.274 1859 1870 1882 rBV 841012 1363998 55.44%
28 14.586 1915 1923 1930 rVB 580046 925140 37.60%
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29 14.756 1942 1952 1956 rBV 311416 520081 21.14% 934%
30 14.803 1956 1960 1961 rVV 678522 905732 36.81% 369%
31 14.821 1961 1963 1971 rVB 737031 810688 32.95% 015%
32 14.997 1990 1993 2001 rVB7 7071 10218 0.42% 038%
33 15.396 2057 2061 2066 rVB5 3626 6028 0.25%

34 15.578 2084 2092 2099 rBV 1211297 1841722 74.86%
35 15.678 2103 2109 2119 rBV 204019 299623 12.18%
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36 15.749 2119 2121 2128 rVV 7469 9583 0.39%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On ¢ 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc :

ALS vial : 8 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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
37 15.813 2128 2132 2137 rVB4 3502 5650 ©0.23% 0.021%
38 16.019 2162 2167 2172 rVB4 2559 4921 0.20% 0.018%
39 16.131 2181 2186 2193 rBv4 14502 20851 0.85% 0.078%
40 16.313 2213 2217 2220 rBV3 4740 6112 0.25% 0.023%
41 17.106 2350 2352 2357 rVB5 4463 5735 0.23% 0.021%
42 17.323 2382 2389 2396 rBV 808348 1214741 49.37% 4.518%
43 17.376 2396 2398 2400 rVV 12882 15463 0.63% 0.058%
44 17.423 2400 2406 2415 rVB 1306114 1921287 78.09% 7.146%
45 17.511 2417 2421 2424 rBV5 4866 6710 0.27% 0.025%
46 17.723 2448 2457 2462 rVWV4 8671 16417 0.67% 0.061%
47 17.846 2473 2478 2480 rBvV2 4088 4540 0.18% 0.017%
48 18.016 2501 2507 2514 rVB2 35945 44582 1.81% ©0.166%
49 18.234 2539 2544 2553 rBV 126191 207090 8.42% 0.770%
50 18.351 2562 2564 2570 rVB5 3465 4453 0.18% 0.017%
51 18.539 2591 2596 2600 rBV4 6781 11091 0.45% 0.041%
52 18.692 2619 2622 2628 rVB5 4321 6342 0.26% 0.024%
53 18.903 2652 2658 2663 rBV7 2498 5597 ©.23% 0.021%
54 19.038 2678 2681 2686 rVB6 3657 4844 0.20% 0.018%
55 19.097 2686 2691 2696 rBv4 22359 35143 1.43% 0.131%
56 19.150 2697 2700 2701 rVV2 4423 4739 0.19% 0.018%
57 19.185 2701 2706 2710 rVB4 42059 52110 2.12% 0.194%
58 19.273 2717 2721 2725 rVB3 18466 25581 1.04% 0.095%
59 19.315 2725 2728 2730 rBV 14219 17580 0.71% 0.065%
60 19.338 2730 2732 2736 rVB 10421 13379 0.54% 0.050%
61 19.414 2743 2745 2750 rVB5 3968 5148 0.21% 0.019%
62 19.503 2756 2760 2770 rBV2 35332 56899 2.31% 0.212%
63 19.655 2782 2786 2788 rBV3 9440 11287 0.46% 0.042%
64 19.702 2788 2794 2804 rVV 1519871 2294276 93.25% 8.533%
65 19.773 2804 2806 2815 rVB5 11700 16272 0.66% 0.061%
66 20.237 2879 2885 2890 rBV5 10605 18152 0.74% 0.068%
67 20.636 2947 2953 2959 rw 40042 53479 2.17% 0.199%
68 20.701 2962 2964 2967 rVB3 5359 5726 ©0.23% 0.021%
69 20.742 2967 2971 2974 rBV6 6129 8669 0.35% 0.032%
70 20.765 2974 2975 2979 rVvwv4 4261 4607 0.19% 0.017%
71 20.801 2979 2981 2986 rVB4 6346 7973 0.32% 0.030%
72 20.883 2991 2995 2997 rBV2 3741 4611 0.19% 0.017%
73 21.253 3053 3058 3068 rBV 215923 313581 12.75% 1.166%
74 21.494 3096 3099 3104 rVB5 6505 8417 0.34% 0.031%
75 21.564 3104 3111 3125 rVB 840244 1350467 54.89% 5.023%
76 21.735 3138 3140 3144 rVB4 3607 4487 0.18% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On ¢ 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc :

ALS vial : 8 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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
77 21.805 3149 3152 3159 rVB5 11584 19406 0©.79% 0.072%
78 22.410 3250 3255 3259 rBv4 21733 36459 1.48% 0.136%
79 22.446 3259 3261 3268 rVB6 10997 18048 0.73% 0.067%
80 22.675 3297 3300 3305 rVB 14260 21846 ©.89% 0.081%
81 23.086 3366 3370 3375 rVB 17860 27785 1.13% 0.103%
82 23.274 3395 3402 3407 rBV3 11992 25059 1.02% 0.093%
83 23.338 3408 3413 3421 rVB8 12847 30320 1.23% ©0.113%
84 23.585 3450 3455 3456 rBV5 5461 8499 0.35% 0.032%
85 23.750 3479 3483 3488 rVBS5 5977 10141 0.41% ©0.038%
86 23.879 3498 3505 3513 rBV 32412 78541  3.19% ©.292%
87 24.061 3533 3536 3540 rBV5 3760 5379 0.22% ©0.020%
88 24.455 3589 3603 3622 rVB 893861 2460275 100.00% 9.150%
89 24.666 3627 3639 3653 rvwV 542553 1479620 60.14% 5.503%
90 24.807 3656 3663 3674 rVB3 39023 97696 3.97% 0.363%
91 25.718 3812 3818 3827 rVB7 11062 34122 1.39% 0.127%
92 25.917 3842 3852 3861 rBV3 39734 122745 4.99% 0.457%
93 26.011 3862 3868 3878 rVB4 21050 59015 2.40% 0.219%
94 27.245 4065 4078 4087 rBv4 35933 136553 5.55% ©.508%
95 27.797 4169 4172 4175 rBVS 3002 4300 0.17% 0.016%
96 28.202 4239 4241 4246 rBVe 3349 5048 0.21% 0.019%
97 28.837 4340 4349 4362 rVB5 25097 103219 4.20% ©.384%
98 29.231 4411 4416 4417 rBV4 4189 6211 ©.25% 0.023%
99 29.841 4513 4520 4522 rBV7 7094 12852 0.52% 0.048%
100 30.770 4672 4678 4679 rBvV4 12010 18287 0.74% 0.068%
Sum of corrected areas: 26887302
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062245.D\data.ms

1400000
1200000
1000000

800000

600000

8.658 10.374 10.885
400000
7.113, 0117 10.781

3.830 7. 29 7 965 9.839

3.68 11.496

p4Qs 4.811 6.056 6.937 || 5 2939.68 11.206 12.336
0 T ‘ T T 1T ‘ T T 1T ‘ T 1T ‘ T 17T ‘ T T T ‘ T T T ‘ LI B B 1 ‘ T ‘ T 1T ‘ T ‘ T ‘ T T ‘ LI ~ \j_v_j_/\\T‘ T 1T ‘ 1T ‘ T 1T
Time—>  3.50 400 450 500 550 6.00 6.50 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062245.D\data.ms

200000

19.y02

1400000 17423

15.57
1200000 5378

1000000

14.274 17.323 21.564

800000 14.821
13.992 11883

600000 14.58

400000

15.678 21.253
200000 18.234

%m 57 47885 RAB6TE
3.211 13, Qr‘{ ) 4.9915.3 16313 171083388 320. 23% 47885 224867

Time--> 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: BG062245.D\data.ms

v

O

1400000
1200000

1000000 24 455

800000
600000 4.666
400000
200000
23 IS TanrR3N 861 25928011 27.245 57 7928.202 28.83%9.231 29.841 30.770

0\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\

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_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.683 8.46 ng/ul 163772 1,4-Dichlorobenzene-d4 7.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance  Scan 67 (3.683 min): BG062245.D\data.ms (-63) (-) m/z 45.15 100.00%

458.1
5000 ]\\
R
3.40 3.60 3.80 4.00
Ot 780 2082 sz 43,15 18.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 | LU L B N
3.40 3.60 3.80 4.00
m/z 61.15 5.62%
O \\]-\9‘9\”\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R AR
3.40 3.60 3.80 4.00
5000 m/z 44.15 5.31%
0 190, | 750
e B e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R e Sl e
45.0 3.40 3.60 3.80 4.00
m/z 46.15 3.16%
5000
Y A NS — Heo
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 6
R.T. EstConc Area Relative to ISTD R.T.
7.560 3.14 ng/ul 60751 1,4-Dichlorobenzene-d4 7.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
3 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 42
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 40
Abundance Scan 727 (7.560 min): BG062245.D\data.ms (-723) (-) m/z 45.15 100.00%
451
5000
59.1
72.2 N Ao
‘ 103.0 7.20 7.40 7.60 7.80
0 H_m_HwH‘w‘hu_m“m‘wM‘,‘wam,ww m/z 59.10  30.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 A
310 59.0 790 7.20 7.40 7.60 7.80
' m/z 72.15 20.56%
O f\\’.01014.()’117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
R RARmmES e
7.20 7.40 7.60 7.80
5000 m/z 43.15 12.23%
59.0
31.0 72.0
by 20 e 880 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5303: Acetic acid, hydroxy-, ethyl ester e ‘(\‘/‘\,\ AT
31.0 7.20 7.40 7.60 7.80
m/z 73.00 9.72%
5000
45.0 61.0
0 15.0 A I ‘ | ‘ 76\'0 89.0 104.0 I I
T RAGARE R e St S R RRAR A RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.496 5.56 ng/ul 171398 Naphthalene-d8 10.761
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 94
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
Abundance Scan 1397 (11.496 min): BG062245.D\data.ms (-1390) (- m/z 94.15 100.00%
94.2
5000
-
45.1 0‘ ‘1212 15?2 11.50
Ol BLOL 1212 L 20717705 29.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 LN
11.50
39.0 152.0 m/z 45.15 16.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
LB
11.50
5000 m/z 152.15 16.17%
152.0
4 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30125: 1-Phenoxypropan-2-ol —
94.0 11.50
m/z 78.15 16.10%
5000
45.0 152.0
SECL N L S 1L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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.
14.821 17.53 ng/ul 810688  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Dodecanol, acetate 228 C14H2802 060826-25-7 35
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
3 Acetoxyacetic acid, undec-2-enyl... 270 C15H2604 1000299-20-9 12
4 Carbonic acid, pentadecyl prop-1... 312 C19H3603 1000382-91-0 10
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 10
Abundance Scan 1963 (14.821 min): BG062245.D\data.ms (-1961) ( | m/z 43.15 100.00%
43.1
5000 97.2
137.2
70.2
‘ H ‘ I | 197.3 14:50 15.00
0ol bk m/z 57.15 52.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109291: 4-Dodecanol, acetate
43.0
5000
101.0 14.50 15.00
m/z 97.15 48.47%
‘ ‘ ‘ ‘ 168.0
O\\\\‘\\\\‘ \\‘U“\\‘\\‘\\\\i\\\\‘\1\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
1450 1500
m/z 101.15 45.71%
5000 101.0
70.0
150\“ | H
0l et Hw‘m_m‘um_m_m_m‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #160685: Acetoxyacetic acid, undec-2-enyl ester
43.0 1450 1500
m/z 59.15 34.52%
5000 f\
O\H\MJHNM\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1450 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 5 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.234 3.41 ng/ul 207090  Phenanthrene-di10 17.323
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 2544 (18.234 min): BG062245.D\data.ms (-2539) (- | m/z 43.10 100.00%
431 73.2
5000
129.2 213'3 T ‘ T T ‘ T
‘ 191.2 1.2 256.3 18.00 18.50
[ m/z 73.15  90.45%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T ]
18.00 18.50
199.0 m/z 55.15 81.60%
s e
O J\-\\I:_)\.R‘}H‘i }‘\ \H\H \HM\ ‘HN \‘\““H”‘} ‘ \H\‘H‘HH“H‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
s S
43.0 18.00 18.50
5000 m/z 60.15 78.71%
129.0
1710 2140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid — el
60.0 18.00 18.50
m/z 41.15 77.21%
5000 129.0
9r.0 157.01g5 02130  256.0
oWW‘M!H“1‘”M;wh“‘m‘w‘:‘um‘HH‘HH_‘mw“_wm!_ el o =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.253 4.64 ng/ul 313581 Chrysene-d12 21.564
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94

Abundance Scan 3058 (21.253 min): BG062245.D\data.ms (-3053) (- | m/z 57.15 100.00%
7.1

5
97.2
5000

e
39.2 B 21.00 21.50
. “H\ L1 L1952 2821 336 ., 4310 94.64%
mi/z--> 50 100 150 200 250 300
Abundance #244231:; 1-Tetracosene
43.0 83.0
5000 N

e
21.00 21.50
25.0 m/z 55.15  93.84%

04 “\ ‘\ “ I ”‘ T \‘H“ ‘H‘ ‘H‘ ’%\Gﬁw‘o‘ \‘2‘19\0\ LA L \3\36\(:‘
mi/z--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate
57.0

97.0 S T
21.00 21.50
5000 m/z 83.15 75.70%
39.0
o LLLLLLE09 1920 2220 2940 aap
miz—-> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane s e
43.0 21.00 21.50
83.0

m/z 69.15 69.26%

5000
25.0
ol Ll | Ll |, 1670 2100 2500 2930 336

P
m/z--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\
Data File : BG@62245.D

Acqg On : 5 Aug 2024 20:03
Operator : MA/JU

Sample : P3361-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG0O80524.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|
Propylene Glycol 3.683 8.5 ng/ul 163772 1 7.965 387292 20.0
Ethanol, 2-(2-e... 7.560 3.1 ng/ul 60751 1 7.965 387292 20.0
1-Phenoxypropan... 11.496 5.6 ng/ul 171398 2 10.761 616524 20.0
unknown-01 14.821 17.5 ng/ul 810688 3 14.586 925140 20.0
Pentadecanoic acid 18.234 3.4 ng/ul 207090 4 17.323 1214740 20.0
(DEL) Alkane: S... 21.253 4.6 ng/ul 313581 5 21.564 1350470 20.0
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