LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc :

ALS Vvial : 11 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: BGO62248.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.428 20 24 29 rVB 12675 18835 0.77% 0.068%
2 3.686 63 68 79 rBvV 69868 109759 4.52% 0.398%
3 3.827 88 92 105 rBV 164495 276545 11.38%  1.004%
4 4.174 147 151 158 rVvB4 4025 6464 0.27% 0.023%
5 4.491 201 205 211 rvB2 7914 11671 0.48% 0.042%
6 4.808 257 259 269 rBV5 3340 7910 0.33% 0.029%
7 5.084 301 306 312 rVB2 10919 16666 0.69% 0.061%
8 6.053 466 471 479 rVB6 4732 8332 0.34% 0.030%
9 6.935 618 621 633 rVB6 2860 7094 0.29% 0.026%
10 7.117 643 652 665 rBvV 299520 512137 21.07% 1.859%
11  7.293 674 682 692 rBV 208679 343102 14.12%  1.246%
12 7.493 709 716 723 rBV 259721 442018 18.19% 1.605%
13 7.557 723 727 739 rVB 46061 72625 2.99% 0.264%
14 7.963 790 796 803 rBV 242816 411991 16.95% 1.496%
15 8.027 803 807 815 rVB4 3516 6375 0.26% 0.023%
16 8.656 907 914 924 rBV 375560 616265 25.35%  2.237%
17 9.114 981 992 1005 rBV 264115 456145 18.77% 1.656%
18 9.684 1083 1089 1096 rBV3 20196 31508 1.30% 0.114%
19 9.837 1108 1115 1123 rBV 202017 346359 14.25% 1.257%
20 10.371 1198 1206 1215 rBV 378591 662134 27.24% 2.404%
21 10.759 1264 1272 1282 rVB 378780 661925 27.23%  2.403%
22 10.882 1285 1293 1305 rBV 349718 628906 25.87% 2.283%
23 11.293 1358 1363 1367 rBv4 11970 17460 0.72% 0.063%
24 11.493 1390 1397 1403 rBV 122098 204305 8.41% 0.742%
25 12.339 1536 1541 1546 rVB2 6014 8889 0.37% 0.032%
26 13.203 1684 1688 1694 rBV3 4045 7024  0.29% 025%

27 13.996 1816 1823 1830 rBV 735551 1080006 44.43%
28 14.278 1859 1871 1878 rBV 861270 1357422 55.85%
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29 14.583 1914 1923 1931 rVW 697472 1076864 44.30% 909%
30 14.759 1945 1953 1956 rBV 300485 495707 20.39% 800%
31 14.824 1961 1964 1976 rVB 1588716 2115424 87.03% 680%
32 15.088 2005 2009 2014 rVv3 4590 6617 0.27% 024%
33 15.400 2055 2062 2066 rBV3 6834 10262 0.42%

34 15.576 2085 2092 2099 rBV 1137513 1703124 70.07%
35 15.682 2104 2110 2119 rVWW 186777 288732 11.88%
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36 15.817 2127 2133 2137 rBV4 4555 7754  0.32%

(]
(]
N
00
B

SFAM-EPA-BGO80524.MA.M Tue Aug 06 18:07:41 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc :

ALS Vvial : 11 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 16.081 2173 2178 2181 rV4 7986 10972 0.45% 0.040%
38 16.134 2181 2187 2194 rVB5 14975 23773 0.98% 0.086%
39 16.892 2312 2316 2320 rBv4 3896 6117 0.25% 0.022%
40 17.103 2349 2352 2356 rVV2 4541 6076 0.25% 0.022%
41 17.227 2369 2373 2376 rBV5 3795 6098 0.25% 0.022%
42 17.326 2382 2390 2395 rBV 833825 1299149 53.45% 4.716%
43 17.368 2395 2397 2400 rVB 39614 40245 1.66% 0.146%
44 17.420 2400 2406 2414 rBV 1176781 1787845 73.56% 6.490%
45 17.720 2454 2457 2461 rVV3 9396 11933 0.49% 0.043%
46 17.843 2476 2478 2481 rVV2 6068 6801 0.28% 0.025%
47 18.014 2503 2507 2513 rVB 35142 39490 1.62% 0.143%
48 18.114 2516 2524 2527 rBV5 6404 13382 ©0.55% 0.049%
49 18.231 2540 2544 2553 rBV 201945 299364 12.32% 1.087%
50 18.390 2566 2571 2576 rBV4 8926 17625 0.73% 0.064%
51 18.431 2576 2578 2583 rVB5 6559 8185 ©0.34% 0.030%
52 18.537 2591 2596 2601 rBvV7 9065 14772 0.61% 0.054%
53 18.695 2620 2623 2626 rvVB3 5516 6423 0.26% 0.023%
54 18.895 2654 2657 2661 rBV5 4207 6035 0.25% 0.022%
55 19.036 2677 2681 2686 rVB7 5983 10430 0.43% 0.038%
56 19.095 2686 2691 2697 rBV5 38617 65438 2.69% 0.238%
57 19.183 2701 2706 2713 rVB3 63942 83542 3.44% 0.303%
58 19.271 2717 2721 2725 rVB2 20586 27803 1.14% 0.101%
59 19.318 2725 2729 2730 rBV 19543 20672 0.85% 0.075%
60 19.371 2733 2738 2742 rW 98186 148970 6.13% 0.541%
61 19.412 2742 2745 2750 rVB5 17706 23082 0.95% 0.084%
62 19.500 2756 2760 2768 rBV 58102 89376 3.68% 0.324%
63 19.565 2768 2771 2773 rVW4 9027 11595 0.48% 0.042%
64 19.653 2782 2786 2788 rVV4 4937 7849 0.32% 0.028%
65 19.706 2788 2795 2804 rVB 1535696 2301758 94.70%  8.356%
66 19.911 2828 2830 2834 rVB4 7336 7457 0.31% 0.027%
67 19.964 2834 2839 2843 rBV7 5114 9883 0.41% 0.036%
68 20.046 2850 2853 2856 rBV5 5866 10306 0.42% 0.037%
69 20.228 2880 2884 2888 rBVS5 20953 28866 1.19% 0.105%
70 20.270 2889 2891 2897 rVB2 8932 10565 ©0.43% 0.038%
71 20.322 2897 2900 2906 rBV6 9757 15826 0.65% 0.057%
72 20.375 2906 2909 2913 rBVS5 6668 9706 0.40% 0.035%
73 20.522 2930 2934 2937 rBV6 4717 6325 0.26% 0.023%
74 20.575 2937 2943 2946 rBVS8 9413 21620 0.89% 0.078%
75 20.698 2962 2964 2968 rVB5 7474 6954 0.29% 0.025%
76 20.745 2968 2972 2973 rBV3 6588 7633 0.31% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc :

ALS Vvial : 11 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 20.769 2973 2976 2980 rVB5 10526 12924 ©.53% 0.047%
78 21.251 3053 3058 3069 rBV 244493 369051 15.18%  1.340%
79 21.568 3104 3112 3117 rVB 870321 1404704 57.79% 5.100%
80 21.809 3149 3153 3158 rVB3 21493 30676 1.26% ©.111%
81 22.408 3251 3255 3260 rBV2 45225 82698 3.40% 0.300%
82 23.036 3356 3362 3366 rBvV2 57957 111142 4.57% 0.403%
83 23.089 3367 3371 3377 rVB2 28076 56451 2.32% ©.205%
84 23.271 3398 3402 3406 rVB4 19317 34436  1.42% ©.125%
85 23.336 3408 3413 3422 rVB4 23723 56350 2.32% 0.205%
86 23.677 3465 3471 3479 rBV3 25415 81115 3.34% 0.294%
87 23.871 3499 3504 3510 rBV2 37790 83863 3.45% 0.304%
88 24.452 3584 3603 3626 rVB 847893 2430574 100.00%  8.824%
89 24.664 3628 3639 3653 rvwv 571745 1575187 64.81% 5.718%
90 24.805 3657 3663 3671 rVB3 43731 108342 4.46% ©.393%
91 25.909 3842 3851 3859 rBV2 48856 145599 5.99% 0©.529%
92 26.009 3862 3868 3882 rvB9 25313 85711 3.53% 0.311%
93 26.402 3932 3935 3940 rBV7 4931 10086 ©0.41% ©.037%
94 26.837 4001 4009 4012 rBV9 8072 20979 0.86% 0.076%
95 27.237 4068 4077 4086 rBVS5 36295 129175 5.31% 0.469%
96 27.900 4186 4190 4191 rBV4 5531 6547 0.27% 0.024%
97 29.140 4397 4401 4404 rBV6 3566 5852 0.24% 0.021%
98 29.839 4510 4520 4521 rBV9 16572 40142 1.65% 0.146%
99 30.767 4669 4678 4681 rBV5 17110 49946 2.05% 0.181%
100 31.877 4856 4867 4869 rBV1e 17288 49914 2.05% 0.181%
Sum of corrected areas: 27545761
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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: BG062248.D\data.ms

1400000
1200000
1000000
800000
600000

400000 8.656 10.3710,35%,
7'171;5493 7963 9.114

200000 3.827 9.837 11.493
3,68 :
iﬁﬂhl?4.4911.8(3084 6.053 6.93 }\7'557 1027 9.6§A 11.293 12.339

A

0\‘\\\\‘\7\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\r\f\‘!"\ "\\\\‘\\\\‘\\\\‘\\\‘\\\\j_r_r\'\—’_Y_Y*\LY"\\\\‘\\\»\’\\\\
Time--> 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: BG062248.D\data.ms

14.824 19.706

1400000
1200000 15.576 17.420

1000000 21.568
14.278 17.326

800000 13.996 14,584

600000

400000

15.682 18.231

200000

15.086.40005. SU60BY  16.8 PP 7488

0 e B R e e SR =t ——

Time--> 13.50 14.00 14.50 15.00 1550 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: BG062248.D\data.ms

1400000
1200000
1000000

24.452
800000

600000 4.664
400000

200000

PERTmBETL )\ 2405 296W9ca026837727 aroo _zona0 29839 30767 3187
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\A—\\T‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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 (S)-(+)-1,2-Propanediol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.686 5.33 ng/ul 109759 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance  Scan 68 (3.686 min): BG062248.D\data.ms (-63) (-) m/z 45.15 100.00%

45.
5000 ]\\
R
61.1 3.40 3.60 3.80 4.00
Ol ot i 840 myz 43,15 18.32%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L BN BN N
3.40 3.60 3.80 4.00
m/z 61.15 5.03%
0 19.0 ‘3‘1‘ 0 . 53.061.0 750
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
43.0
REmE e R
3.40 3.60 3.80 4.00
5000 m/z 44.15 4.92%
29.0
o 190 370 | 53080 760
H"‘H"‘H,“H“‘H“‘H“‘H“‘H“‘H““
m/iz--> 10 20 30 50 60 70 80 90
Abundance #5317: Propanoic aud 2-hydroxy-, methyl ester, (.+/-.)- R AR pph
45.0 3.40 3.60 3.80 4.00
m/z 42.15 3.31%
5000
15.0 3.0
m/z--> 10 20 40 50 60 70 80 90 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@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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.
7.557 3.53 ng/ul 72625 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 78
3 Diethyl carbitol 162 C8H1803 000112-36-7 78
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 72
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 72
Abundance Scan 727 (7.557 min): BG062248.D\data.ms (-723) (-) m/z 45.15 100.00%
45.1
5000
721 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
“ “ 103.1 7.20 7.40 7.60 7.80 .
0“_Hw‘HWH‘wHH‘HH_H‘MNW‘HWHH‘HH_‘HMH‘_HW“ m/z 59.15 31.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 n\‘\\\\‘uu‘u\/\\‘mu‘/\\
7.20 7.40 7.60 7.80
2900 72.0 m/z 72.10 17.09%
o140 |l ‘M 80.0 1040 1350
\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
A mmman EeE R
7.20 7.40 7.60 7.80
5000 72.0 m/z 43.15 14.17%
29.0
0 M‘ 87.0 103 0
H_H‘_HwH‘WHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38389: Diethyl carbitol PR TR
45.0 7.20 7.40 7.60 7.80
m/z 73.15 12.83%
5000 72.0
103.0
08701180 )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.493 6.17 ng/ul 204305 Naphthalene-d8 10.759
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 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
Abundance Scan 1397 (11.493 min): BG062248.D\data.ms (-1390) (- m/z 94.15 100.00%
94.2
5000 A
45.1
o, | moe
Obrrrrdil e STOL L 192 2072 s s 2525
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
1150
39.0 152.0 m/z 45.15 17.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
1150
5000 m/z 51.15 16.75%
152.0
4 O
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 16.74%
5000
45.0 152.0
SE NN Z N 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@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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.
14.824  39.29 ng/ul 2115420  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 27
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 27
3 3-Tetradecanol acetate 256 C16H3202 051354-23-5 14
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 12
5 Hydroperoxide, 1-ethylbutyl 118 C6H1402 024254-56-6 10
Abundance Scan 1964 (14.824 min): BG062248.D\data.ms (-1961) (-~ | m/z 43.15 100.00%
43.1
5000 /\
101.2
69.2 137.3
h ‘ | 197.3 1450 15.00
S H‘Hww‘wmuwwMwumwm m/z 57.15  49.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester
43.0
5000
1450 1500
101.0 m/z 59.15 40.14%
0150\ I.73.0 ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
1450 1500
5000 m/z 41.15 35.32%
‘ 101.0
S 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0 1450 1500
m/z 101.15 33.09%
5000
69.0 101.0
0 \‘\h MH Ay “ 125.0 167.0 1960 227.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50 15 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.231 4.61 ng/ul 299364  Phenanthrene-di10 17.326
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2544 (18.231 min): BG062248.D\data.ms (-2540) (- | m/z 43.10 100.00%
43.1 73.2
129.2
213'3 T ‘ T T ‘ T
‘ H H‘ % 157.2185.3 256.4 18.00 18.50
— ”M”m‘w‘l‘um‘uH““H‘;‘_‘Hth_kuwlw m/z 73.15  96.64%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T e
129.0 18.00 18.50
213.0 m/z 60.10 85.52%
‘ H (ﬂ 157.0185.0 ‘
O J\-\S\.’O\\‘l\ HH\H \H‘\‘\ HH\H““\ \H‘”h “\H\‘H‘\H\‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
—— =
18.00 18.50
5000 256.0 m/z 57.15 78.32%
129.0
213.0
‘ N HH 157.0185.0
0‘H,AHMMWMN‘NHJMWLWMWHH‘Hh_MmpH‘_MW‘HMH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109279: Tetradecanoic acid P T
73.0 18.00 18.50
43.0 m/z 55.15 78.14%
5000 129.0
185.0
228.0
0159?5 P T
m/z--> 20 40 60 80 100120140160 180 200220240260 18.00 18.50

SFAM-EPA-BGO80524.MA.M Tue Aug 06 18:07:50 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS vial : 11 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.
21.250 5.25 ng/ul 369051 Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 98
2 Cyclotetracosane 336 C24H48 000297-03-0 97
3 Cyclotetracosane 336 C24H48 000297-03-0 96
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3058 (21.251 min): BG062248.D\data.ms (-3053) (- | m/z 55.15 100.00%

55.1
97.1
5000

T
21.00 21.50

‘ | L1392 19312291 2831 336

0‘““‘,“wm,m‘m‘ww SA 2881 334 sz 57.15 99.65%
mi/z--> 50 100 150 200 250 300
Abundance #244231:; 1-Tetracosene
43.0 83.0
5000 T —
21.00 21.50

25.0 m/z 43.15 91.18%

04 “\ ‘ "‘ \“H ; ‘H‘ “\ ‘“ %??9‘2‘19‘0‘ L B B \3\36\(
miz--> 50 100 150 200 250 300
Abundance #244233: Cyclotetracosane
83.0

430 T I T T I T
21.00 21.50
5000 336( m/Z 83 . 15 77 . 2600
25.0
om0 o |
ol B by S5 SR
m/z--> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane T —
43.0 21.00 21.50

m/z 69.15 69.64%

5000
250
L] \\ h Ll 1670 2100 2500 2930 330

o‘u,ww‘” s _—
miz--> 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@62248.D

Acqg On : 5 Aug 2024 22:09
Operator : MA/JU

Sample : P3361-10

Misc

ALS Vvial : 11 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(S)-(+)-1,2-Pro... 3.686 5.3 ng/ul 109759 1 7.969 411991 20.0
Ethanol, 2-(2-e... 7.557 3.5 ng/ul 72625 1 7.969 411991 20.0
1-Phenoxypropan... 11.493 6.2 ng/ul 204305 2 10.759 661925 20.0
unknown-01 14.824 39.3 ng/ul 2115420 3 14.583 1076860 20.0
n-Hexadecanoic ... 18.231 4.6 ng/ul 299364 4 17.326 1299150 20.0
(DEL) Alkane: S... 21.250 5.3 ng/ul 369051 5 21.568 1404700 20.0
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