LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

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

Signal : TIC: BM@44481.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.146 6 10 22 rVB 3620792 4039807 70.89% 6.309%
2 3.428 54 58 68 rvB 64717 88693 1.56% 0.139%
3 3.863 129 132 151 rBV 371040 669890 11.75%  1.046%
4 4,199 185 189 193 rVB 17628 25957 0.46% 0.041%
5 4.593 252 256 269 rBV 48872 109343 1.92% 0.171%
6 5.569 418 422 431 rVB 25614 41782 0.73% 0.065%
7 6.146 515 520 527 rBV7 16081 27048 0.47% 0.042%
8 7.122 676 686 694 rBV 85307 174871 3.07% 0.273%
9 7.281 706 713 722 rVB 382434 620915 10.90% 0.970%
10 7.457 737 743 758 rVB 939212 1464215 25.69% 2.287%
11 7.640 762 774 786 rBV 954811 1606038 28.18% 2.508%
12 7.822 801 805 812 rVB6 14328 26491 0.46% 0.041%
13 8.122 848 856 863 rBV 705706 1129066 19.81% 1.763%
14 8.192 863 868 876 rVw4 13979 32473 0.57% 0.051%
15 8.387 895 901 906 rBvVS8 9211 19584 0.34% 0.031%
16 8.710 948 956 962 rBvV4 26768 57838 1.01% 0.090%
17 8.763 962 965 973 rVB4 15740 30761 ©.54% 0.048%
18 8.851 973 980 994 rBV 840577 1406430 24.68% 2.196%
19 9.310 1051 1058 1072 rVV 991344 1673339 29.36% 2.613%
20 9.422 1073 1077 1083 rvv4 17273 34765 0.61% 0.054%
21 9.481 1083 1087 1095 rVB4 26968 52685 ©0.92% 0.082%
22 9.716 1121 1127 1131 rVV2 12474 24713 0.43% 0.039%
23 10.039 1174 1182 1189 rBV 764105 1296690 22.75% 2.025%
24 10.281 1217 1223 1234 rVB3 36334 70204 1.23% 0.110%
25 10.498 1255 1260 1265 rBVS8 8551 18478 ©0.32% 0.029%

26 10.581 1265 1274 1283 rBV 1157693 1981656 34.77%
27 10.763 1298 1305 1313 rBV6 12870 31999 0.56%
28 10.957 1329 1338 1348 rBV 921730 1622362 28.47%
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29 11.116 1357 1365 1385 rBV 395065 828658 14.54% 294%
30 11.386 1403 1411 1416 rBV 9551 24471 0.43% 038%
31 11.675 1455 1460 1468 rVB6 16364 30801 0.54% ©0.048%
32 11.775 1469 1477 1489 rBV 47852 87422 1.53% 0.137%
33 12.545 1602 1608 1614 rBvV2 27823 47981 0.84% 0.075%
34 12.610 1614 1619 1624 rBv4 12421 20139 ©0.35% 0.031%
35 13.010 1682 1687 1694 rBV3 24074 44516 0.78% 0.070%
36 13.080 1694 1699 1705 rVB6 19076 31556 ©.55% 0.049%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
37 13.645 1790 1795 1799 rVV5 31968 46704 0.82% 0.073%
38 13.692 1799 1803 1809 rVB 47883 76749 1.35% 0.120%
39 13.757 1809 1814 1817 rBV 23424 39057 0.69% 0.061%
40 13.786 1817 1819 1824 rVB2 28394 38799 0.68% 0.061%
41 13.998 1844 1855 1858 rVv8 21009 58423 1.03% 0.091%
42 14.045 1858 1863 1869 rvV 92970 132794 2.33% 0.207%
43 14.210 1884 1891 1907 rVV 2091505 2866059 50.29% 4.476%
44 14.398 1919 1923 1927 rBV5 19590 35849 0.63% 0.056%
45 14.474 1927 1936 1946 rVV 2377579 3614270 63.42% 5.644%
46 14.651 1960 1966 1976 rBV 338411 476644 8.36% 0.744%
47 14.733 1976 1980 1982 rBV2 17063 25897 0.45% 0.040%
48 14.780 1982 1988 1996 rVB 1390891 2052956 36.02% 3.206%
49 14.998 2018 2025 2034 rBV 226078 451110 7.92% 0.704%
50 15.086 2034 2040 2046 rVV 330185 512241 8.99% ©0.800%
51 15.151 2046 2051 2056 rvVv 88114 147508 2.59% 0.230%
52 15.210 2056 2061 2070 rVB 202171 293630 5.15% 0.459%
53 15.533 2112 2116 2120 rBV2 32767 39900 0.70% 0.062%
54 15.627 2127 2132 2138 rVB2 36463 58370 1.02% 0.091%
55 15.721 2143 2148 2151 rBV3 41958 59539 1.04% 0.093%
56 15.774 2151 2157 2172 rVB 3040682 4415623 77.48% 6.896%
57 15.898 2172 2178 2188 rBV 931237 1305103 22.90% 2.038%
58 15.974 2188 2191 2194 rVV4 11748 19075 ©0.33% 0.030%
59 16.015 2195 2198 2202 rVB4 16248 20708 0.36% 0.032%
60 16.145 2217 2220 2225 rBV3 22515 30890 0.54% 0.048%
61 16.339 2249 2253 2256 rBV6 8745 16608 0.29% 0.026%
62 16.374 2256 2259 2264 rVB 32748 39564 0.69% 0.062%
63 16.568 2286 2292 2298 rBV 322782 455347 7.99% 0.711%
64 16.686 2308 2312 2317 rVB7 17501 28914 0.51% 0.045%
65 16.774 2322 2327 2336 rVV 581564 884633 15.52%  1.382%
66 16.857 2336 2341 2346 rVB4 35296 55016 ©.97% ©0.086%
67 16.939 2351 2355 2361 rVB7 26516 40197 0.71% ©0.063%
68 17.039 2369 2372 2378 rBV 19937 28814 ©0.51% 0.045%
69 17.110 2380 2384 2391 rVB3 31520 57482 1.01% 0.090%
70 17.215 2399 2402 2405 rBV3 11469 16035 0.28% 0.025%
71 17.339 2421 2423 2428 rVB6 11237 17176 0.30% 0.027%
72 17.462 2440 2444 2449 rVB3 14213 20733 0.36% 0.032%
73 17.533 2449 2456 2463 rBV 1715599 2410836 42.30% 3.765%
74 17.633 2466 2473 2484 rBV 3279863 4844432 85.01% 7.565%
75 17.874 2509 2514 2525 rVB3 58000 138043  2.42% 0.216%
76 18.051 2541 2544 2550 rVB7 17292 21231 0.37% 0.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
77 18.162 2559 2563 2567 rBV 53123 70851 1.24% 0.111%
78 18.215 2569 2572 2576 rVB4 26267 35046 0.61% 0.055%
79 18.445 2606 2611 2620 rBV2 228578 369710 6.49% 0.577%
80 18.521 2621 2624 2629 rVwVW 31456 50064 0.88% 0.078%
81 18.562 2629 2631 2636 rVB4 14965 23902 0.42% 0.937%
82 18.745 2658 2662 2665 rBV5 23068 43504 0.76% 0.068%
83 18.921 2687 2692 2694 rBV3 72024 111907 1.96% 0.175%
84 19.486 2785 2788 2794 rVB3 49028 63306 1.11% ©0.099%
85 19.556 2797 2800 2804 rBV 44478 56239 0.99% 0.088%
86 19.603 2804 2808 2811 rBvV4 53075 83312 1.46% 0.130%
87 19.698 2820 2824 2825 rBV 82412 102305 1.80% 0.160%
88 19.721 2825 2828 2834 rVB2 135046 183610 3.22% 0.287%
89 19.868 2851 2853 2856 rBV3 23505 28833 0.51% 0.045%
90 19.921 2856 2862 2869 rVB 4158167 5698904 100.00%  8.900%
91 20.180 2903 2906 2909 rBvV2 28245 32379 0.57% 0.051%
92 20.550 2967 2969 2971 rBV2 38702 36451 0.64% 0.057%
93 20.668 2987 2989 2993 rBV5 45054 56580 ©0.99% ©0.088%
94 20.715 2994 2997 3006 rVB8 70238 126669  2.22% 0.198%
95 20.880 3021 3025 3029 rBV 189709 211469 3.71% 0.330%
96 21.145 3067 3070 3076 rBV 74781 101721 1.78% 0.159%
97 21.450 3119 3122 3127 rVB2 101982 138643 2.43% 0.217%
98 21.721 3163 3168 3178 rVB 1952293 2672494 46.89% 4.174%
99 24.121 3568 3576 3592 rVB2 2512525 5445061 95.55% 8.503%
100 24.286 3597 3604 3620 rVB 1323434 2903825 50.95% 4.535%

Sum of corrected areas: 64033381
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 TIC: BM044481.D\data.ms

4000000
146

3500000
3000000
2500000
2000000

1500000
10.581

7487640 9.310 10.957
1000000 8 122 8.851 10.039
500000 3.863 7.28 1. 116
@28 | 4.199 4.593 5569  6.146 7122 || Ji7.822 192387& 716 /|10.281496.76 11 3ad.675
\ =TT ‘ T

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\ \\‘\\\\‘\\ \\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 8.00 850 .0 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM044481.D\data.ms
4000000

19.921

3500000 17.633

15.774
3000000

2500000 14.474
14.210
2000000

17.533

1500000 14.780
1000000

500000 1 10
125650130000 1EBG@Rpdta 4.3 84\ %%

OF T T e T T H‘“‘ﬁ”ﬁf”‘,HH“‘H‘HH‘HH‘HH‘HH‘HH,‘

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM044481.D\data.ms

4000000
3500000
3000000 24121
2500000 21721

2000000
74.286

1500000

1000000

500000120.889 1 &1.450

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
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@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.146 71.56 ng/ul 4039810 1,4-Dichlorobenzene-d4 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
Abundance  Scan 10 (3.146 min): BM044481.D\data.ms (-6) (-) m/z 73.00 100.00%
5000
43.0
R ERRRE L AR
‘ ‘ 3.203.303.403.503.60
ol Ml L | 1169 1649 2080 2830 ., 4300 36.26%
miz-> 50 100 150 200 250
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T T[T T T [ TTTT 7T
43.0 3.203.303.403.503.60
' m/z 55.00  25.92%
0 T T h‘\ ‘\M ‘ ‘H\ \“ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
T
3.203.303.403.503.60
5000 m/z 87.00 24.19%
43.0
OHM\“‘;‘M‘“\ 1“\‘\‘””‘\ e e
miz--> 50 100 150 200 250
Abundance #15768: 2,2,4-Trimethyl-3-pentanol R ERRRE e EaaaaaE
73.0 3.203.303.403.503.60
m/z 41.00 11.83%
41.0
5000
0 R e
m/z--> 50 100 150 200 250 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 2 Hexanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.122 3.10 ng/ul 174871 1,4-Dichlorobenzene-d4 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 90
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Hexanoic acid 116 C6H1202 000142-62-1 83
5 Octanoic acid 144 C8H1602 000124-07-2 78
Abundance Scan 686 (7.122 min): BM044481.D\data.ms (-676) (-) m/z 60.00 100.00%
60.0
5000 /L
AN EaEES RNy a
‘ 6.80 7.00 7.20 7.40
ol LI ?7;0‘ 1350 2209 2649 m/z 73.00  50.22%
miz-> 50 100 150 200 250
Abundance #9149: Hexanoic acid
60.0
5000 L AL BB B R
6.80 7.00 7.20 7.40
m/z 41.00 28.62%
27.0
O\\M\‘{H“H“‘H\‘\gg“q\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #9148: Hexanoic acid
60.0
i AAammanac
6.80 7.00 7.20 7.40
m/z 43.00 19.27%
5000 270
ool le0
miz--> 50 100 150 200 250
Abundance #9147: Hexanoic acid e
60.0 6.80 7.00 7.20 7.40
m/z 55.00 18.58%
5000
m/z--> 50 100 150 200 250 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.651 4.64 ng/ul 476644  Acenaphthene-d10 14.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydropyrrolo[2,1-c][1,4]oxa... 141 C7H11NO2 101250-37-7 45
2 1-Propanone, 1-cyclohexyl- 140 CSH160 001123-86-0 38
3 3-Hexen-1-o0l, 2,5-dimethyl-, for... 156 C9H1602 1000132-12-3 38
4 5-Amino-1-methyl-3-(methylsulfan... 168 C6H8N4S 151291-04-2 30
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 27
Abundance Scan 1966 (14.651 min): BM044481.D\data.ms (-1960) (- | m/z 83.05 100.00%
83.0
168.0
50000 410
Ltz L .
Obrrererrtballi i b L L L L2070 2804 ) 168 66 73.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21821: Tetrahydropyrrolo[z 1-c][1,4]oxazin-4-one
83.0
5000 141.0 j\ R Coe
14.50 15.00
41.0 m/z 141.00  44.42%
O\H‘\H\‘H‘iuwHH}’\NHN\H]‘-\]\_}\.‘(\)H\“\H\’HH‘HH‘HH‘\H\’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21550: 1-Propanone, 1-cyclohexyl-
83.0
— —
14.50 15.00
5000 m/z 41.05 40.00%
41.0
H ‘ ‘ 140.0
om"H“M,"H‘lhH‘w‘H‘lm‘,"wH_ww,w,uw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33902: 3-Hexen-1-ol, 2,5-dimethyl-, formate,(Z)- — —
83.0 14.50 15.00
m/z 57.10 32.69%
5000
141.0
41.0
YN P Y . S — S =
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 1,2,4-Triazine-3,5(2H,4H)-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.086 4.99 ng/ul 512241  Acenaphthene-d10 14.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazine-3,5(2H,4H)-dione, ... 169 C7H11N302 052236-30-3 70
2 1,2,4-Triazine-3,5(2H,4H)-dione,... 169 C7H11N302 ©52236-30-3 70
3 1,3-Cyclohexanedione, 2,5,5-trim... 154 C9H1402 001125-11-7 53
4 3-Methyl-2-butenoic acid, morpho... 169 C9H15NO2 1010307-26-5 35
5 4,6-Difluoro-1H-indazole 154 C7HAF2N2 885520-26-3 30
Abundance Scan 2040 (15.086 min): BM044481.D\data.ms (-2034) (! | m/z 83.00 100.00%
83.0 154.0
5000 41.0
127.0
- T
| ‘ 207.9 =
O Frrrprrrsltlh il el My SR m/z 154.00  97.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44643: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-(1,1-dimethyl
83.0 154.0
5000 41.0 — :
127.0 15.00
m/z 41.85 43.13%
0 ?‘\5\.?\“\‘\\‘ “\‘H“\\“M‘\\\M\\“H‘\‘\‘H\\‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44646: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-(1,1-dimethyl
83.0 154.0
T \
15.00
5000 41.0 127.0 m/z 126.95  33.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #32183: 1,3-Cyclohexanedione, 2,5,5-trimethyl- : = ‘Aw‘
83.0 15.00
m/z 57.05 29.95%
5000
154.0
56.0
o o
O AR L I N RRARS —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 5 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.86 ng/ul 293630  Acenaphthene-di10 14.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Octanoic acid 144 C8H1602 000124-07-2 53
3 Octanoic acid 144 C8H1602 000124-07-2 49
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Nonanoic acid 158 C9H1802 000112-05-0 47
Abundance Scan 2061 (15.210 min): BM044481.D\data.ms (-2056) (- | m/z 73.00 100.00%
73.0
41.1
5000
129.0
— —
I H\ \\M Il i-1a00,1 281 B
O‘H_lewﬂw‘”um\HM_nmﬁuw‘uwuu‘uuw‘uwuw‘uwm' m/z 60.00 93.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75713: Dodecanoic acid
73.0
43.0
5000 s ——
129.0 15.00 15.50
200.0 m/z 41.10 61.79%
L o |
OH\‘HH“\‘HH!H\W\‘\M}\}H“‘Hu\‘H‘H‘}‘HH’H‘H‘\H\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24060: Octanoic acid
60.0
—— —
15.00 15.50
5000 m/z 55.00 56.24%
101.0
29.0
oberd LAl L 2440
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24058: Octanoic acid T —
60.0 15.00 15.50
m/z 43.05 54.61%
5000 27.0
101.0
Ol L 1840 s i
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 6 4-Amino-2,6-dihydroxypyrimi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.568 3.78 ng/ul 455347  Phenanthrene-d10 17.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Amino-2,6-dihydroxypyrimidine 127 C4H5N302 000873-83-6 53
2 4-Amino-2,6-dihydroxypyrimidine 127 C4H5N302 000873-83-6 50
3 2,5-Pyrrolidinedione, 1-ethyl- 127 C6HINO2 002314-78-5 50
4 1-(4-Fluoro-benzenesulfonyl)-pip. 286 C12H15FN203S 1000295-13-0 40
5 2-Fluoro-5-methoxypyridine 127 C6H6FNO 136888-79-4 38
Abundance Scan 2292 (16.568 min): BM044481.D\data.ms (-2286) (- | m/z 126.95 100.00%
127.0
5000
84.0
42.0 1 1
153.0 Le01 16.50
] NSRS/ ¥ NV B SIS RRVERS 4 S 84.00 34.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13353: 4-Amino-2,6-dihydroxypyrimidine
127.0
5000 43.0
68.0 1650
m/z 110.00  25.19%
‘99.0
O\]\-\4.\(‘)\!‘\\ \\‘}‘\H\\\‘\\\\“\\\\‘\1\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13365: 4-Amino-2,6-dihydroxypyrimidine
127.0
T \
16.50
5000 68.0 42.00 19.06%
430 |
‘ 99.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13485: 2,5-Pyrrolidinedione, 1-ethyl-
56.0 127.0 1650
28.0 m/z 153.00 14.02%
5000 84.0 Jk
0 _“w‘_‘w‘;”!w”_m,ww‘_m ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 7 2-Chlorobenzenesulfonamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.774 7.34 ng/ul 884633  Phenanthrene-di10 17.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorobenzenesulfonamide 191 C6H6CINO2S 006961-82-6 99
2 2-Chlorobenzenesulfonamide 191 C6H6CINO2S 006961-82-6 98
3 Benzenesulfonamide, 4-chloro- 191 C6H6CINO2S 000098-64-6 90
4 Benzenesulfonamide, 4-chloro- 191 C6H6CINO2S 000098-64-6 90
5 2-Chlorobenzenesulfonamide 191 C6H6CINO2S 006961-82-6 89

Abundance Scan 2327 (16.774 min): BM044481.D\data.ms (-2322) (- m/z 110.95 100.00%

111.0
75.0
5000 190.9
‘ ‘ 1650  17.00
156.0 :
oWm_m“‘!MJ“Mm‘Hlu_‘ku,w‘w“‘_%?Rf’ww,%??f m/z 75.00 68.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65907: 2-Chlorobenzenesulfonamide
111.0
75.0
5000 T
191.0 16 50 17.00
m/z 127.95 47.15%
00 | || 109 |
O\\\‘\H\“‘\}‘\\"‘\‘\\‘\‘“‘\H‘H1\‘HH‘\H\’\\H“\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65909: 2-Chlorobenzenesulfonamide
75.0 111.0
T
16 50 17.00
5000 191.0 m/z 190.96  43.75%
o il |80
oW:M‘H“HH“U‘W“ Wb bbb e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65913: Benzenesulfonamide, 4-chloro- —
111.0 16.50 17 00
m/z 126.95 33.55%
75.0
191.0
5000
N 00| |
0 \H H h “ | ‘ H \‘ | — .

—
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM@44481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS vial : 11 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 8 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.445 3.07 ng/ul 369710  Phenanthrene-d10 17.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2611 (18.445 min): BM044481.D\data.ms (-2606) (- ' m/z 73.00 100.00%

73.0
5000
129.1 —
2131 18.50
171 l 256.1
-} “m b ‘ bbb g 0 8808 1 7 59,95 51.74%
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 T
213.0 18.50
171. m/z 43.00 49.47%
O' ‘““ m L “\ \ T \ \ T \ T “\ 1T ‘ L ‘ T
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

mlz--> 5 100 150 200 250 300 350
Abundance #126199 Pentadecanoic acid —

m/z 55.05 40.46%

5000 129.0

2
' 199.0 2420

AL TR S
miz--> 100 150 200 250 300 350 18.50

T
18.50
5000 129.0 m/z 41.05 40.63%
171.0 213.0 256.0
[o ] m— ‘ m\h”w \u‘\ ul ‘\ ‘ ‘ ‘ \ ““\‘ . “\‘ e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30124\
Data File : BM044481.D

Acqg On : 01 Mar 2024 21:30
Operator : MA/JU

Sample : P1496-15

Misc

ALS Vvial : 11 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|
Butane, 2-metho... 3.146 71.6 ng/ul 4039810 1 8.122 1129070 20.0
Hexanoic acid 7.122 3.1 ng/ul 174871 1 8.122 1129070 20.0
unknown-01 14.651 4.6 ng/ul 476644 3 14.780 2052960 20.0
1,2,4-Triazine-... 15.086 5.0 ng/ul 512241 3 14.780 2052960 20.0
Dodecanoic acid 15.210 2.9 ng/ul 293630 3 14.780 2052960 20.0
4-Amino-2,6-dih... 16.568 3.8 ng/ul 455347 4 17.533 2410840 20.0
2-Chlorobenzene... 16.774 7.3 ng/ul 884633 4 17.533 2410840 20.0
n-Hexadecanoic ... 18.445 3.1 ng/ul 369710 4 17.533 2410840 20.0
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