LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc :

ALS Vvial : 12 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-BGO71723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58340.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.148 4 10 38 rVV 3206077 5660264 100.00% 27.563%
2 3.336 40 42 47 rVB3 9697 11306 0.20% 0.055%
3 3.748 108 112 123 rBV 103990 166065 2.93% 0.809%
4 4.088 164 170 175 rVB 24242 37246 0.66% 0.181%
5 4.147 175 180 191 rBV 103116 185324  3.27%  0.902%
6 4.329 206 211 220 rVB5 10816 21176 0.37% 0.103%
7 4.611 256 259 267 rVB7 5237 10821 ©0.19% 0.053%
8 5.352 380 385 392 rVB6 7799 13523 0.24% 0.066%
9 5.792 453 460 465 rBv2 252279 441243 7.80% 2.149%
10 5.833 465 467 474 rVB 71462 95999 1.70% 0.467%
11 5.939 481 485 491 rVB3 4761 7396 0.13% 0.036%
12 6.004 491 496 503 rVB2 7266 12265 0.22% 0.060%
13 6.174 519 525 534 rVB 29034 45374 0.80% 0.221%
14 6.521 576 584 596 rVB 301002 528054 9.33% 2.571%
15 7.061 669 676 687 rBV 158654 280862 4.96% 1.368%
16 7.220 697 703 715 rBV 119273 199182 3.52% 0.970%
17 7.426 731 738 745 rBV 143026 248329 4.39%  1.209%
18 7.490 745 749 759 rVB 8011 17124 0.30% 0.083%
19 7.896 808 818 825 rBV 134561 228028 4.03% 1.110%
20 7.966 825 830 836 rVW 14787 24935 0.44% 0.121%
21 8.060 842 846 854 rVB3 10230 19489 0.34% 0.095%
22 8.207 865 871 883 rVB 289150 508588 8.99% 2.477%
23 8.601 929 938 944 rBvV 128740 235281 4.16% 1.146%
24  8.654 944 947 955 rVW3 22062 44324 0.78% 0.216%
25 8.730 956 960 966 rVB4 7017 13637 ©0.24% 0.066%
26 8.895 981 988 994 rVB6 4236 8628 0.15% 0.042%
27 8.965 994 1000 1004 rVV5 4710 8907 0.16% 0.043%
28 9.053 1007 1015 1027 rVV 141761 271132  4.79%  1.320%
29 9.141 1027 1030 1035 rVV5 5655 11209 0.20% 0.055%
30 9.194 1035 1039 1045 rVB5 7790 14188 0.25% 0.069%
31 9.776 1131 1138 1153 rVB 118081 225765 3.99%  1.099%
32 9.946 1162 1167 1174 rVB3 7221 13017 0.23% 0.063%
33 10.316 1223 1230 1242 rBV 196255 366642 6.48%  1.785%
34 10.557 1266 1271 1276 rBV4 4250 8154 0.14% 0.040%
35 10.698 1288 1295 1304 rVB 207633 373585 6.60% 1.819%
36 10.839 1311 1319 1326 rBV2 21434 47159 0.83% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc :

ALS Vvial : 12 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-BGO71723.MA.M
Title : SVOA CALIBRATION
37 11.157 1368 1373 1377 rBV4 6229 9298 0.16% 0.045%
38 11.932 1501 1505 1511 rvB3 3956 6953 0.12% 0.034%
39 12.285 1559 1565 1570 rBV 3756 7063 0.12% 0.034%
40 12.649 1620 1627 1633 rBV4 4357 7407 0.13% 0.036%
41 12.749 1639 1644 1647 rBV2 13953 24221 0.43% 0.118%
42 12.784 1647 1650 1657 rVB 12220 17931 0.32% 0.087%
43 13.137 1705 1710 1714 rBvV3 4281 7094 0.13% 0.035%
44 13.419 1752 1758 1762 rBv4 3693 6207 0.11% 0.030%
45 13.936 1839 1846 1854 rBV 393634 573269 10.13% 2.792%
46 14.047 1862 1865 1869 rBV2 4815 6963 0.12% 0.034%
47 14.230 1889 1896 1906 rBV 429259 699083 12.35%  3.404%
48 14.535 1940 1948 1955 rBV 366885 575839 10.17% 2.804%
49 14.735 1974 1982 2000 rBV 123869 257111 4.54% 1.252%
50 14.882 2000 2007 2013 rBV3 42236 75295 1.33% 0.367%
51 15.034 2030 2033 2040 rVB4 6546 9771 0.17% 0.048%
52 15.340 2077 2085 2089 rBV5 6931 14479 0.26% 0.071%
53 15.522 2109 2116 2131 rBV 627839 955139 16.87% 4.651%
54 15.646 2131 2137 2149 rVV 153281 253038 4.47%  1.232%
55 15.781 2153 2160 2165 rVB6 11502 22375 0.40% 0.109%
56 15.886 2172 2178 2184 rBV 60208 88436 1.56% 0.431%
57 16.392 2260 2264 2269 rBV4 6161 11092 0.20% 0.054%
58 16.503 2277 2283 2288 rBV3 10788 170654 0.30% 0.083%
59 16.809 2330 2335 2340 rBV5 9030 13542 0.24% 0.066%
60 16.962 2356 2361 2365 rVVv4 14445 19584 0.35% 0.095%
61 17.150 2388 2393 2396 rBv4 21245 29164 ©0.52% 0.142%
62 17.185 2396 2399 2402 rVB5 5846 6197 0.11% 0.030%
63 17.208 2402 2403 2408 rVB4 6458 6408 0.11% 0.031%
64 17.279 2408 2415 2420 rBV 482462 750991 13.27% 3.657%
65 17.373 2425 2431 2441 rVV2 496773 783059 13.83% 3.813%
66 17.455 2441 2445 2449 rVB5 8295 12072 0.21% 0.059%
67 17.725 2487 2491 2494 rBV4 10164 13740 0.24% 0.067%
68 17.755 2494 2496 2500 rVB5 8174 8431 0.15% 0.041%
69 17.861 2510 2514 2520 rVB2 16623 24356 0.43% 0.119%
70 17.937 2523 2527 2530 rVB5 4905 6098 0.11% 0.030%
71 18.160 2560 2565 2575 rBV 88328 156034 2.76% 0.760%
72 18.266 2579 2583 2588 rvv2 29041 49009 0.87% 0.239%
73 18.342 2592 2596 2600 rVV7 15577 22808 0.40% 0.111%
74 18.401 2602 2606 2611 rVBS8 9465 15076 0.27% 0.073%
75 18.477 2616 2619 2623 rBV5 4948 8586 ©.15% 0.042%
76 18.630 2641 2645 2646 rBV3 6225 8571 0.15% 0.042%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc :

ALS Vvial : 12 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-BGO71723.MA.M
Title : SVOA CALIBRATION
77 18.654 2646 2649 2654 rVB5 13220 21003 ©0.37% 0.102%
78 18.748 2660 2665 2667 rBV5 6568 9285 0.16% 0.045%
79 18.812 2671 2676 2682 rBvV2 50239 78958 1.39% 0.384%
80 18.889 2685 2689 2696 rVB2 31383 44646 0.79% 0.217%
81 19.224 2742 2746 2754 rVB8 10538 18374 ©.32% 0.089%
82 19.300 2755 2759 2760 rBV2 13077 15540 0.27% 0.076%
83 19.329 2760 2764 2768 rVB 44989 61191 1.08% 0.298%
84 19.382 2768 2773 2779 rVB 43214 55837 ©.99% 0.272%
85 19.435 2779 2782 2786 rBV7 18437 28519 ©.50% ©0.139%
86 19.664 2815 2821 2833 rBV 790550 1213044 21.43% 5.907%
87 19.970 2870 2873 2880 rVB2 19164 26944 0.48% ©0.131%
88 20.105 2892 2896 2900 rVB4 12208 15877 ©.28% ©.077%
89 20.681 2991 2994 2997 rBV4 11316 13841 0.24% 0.067%
90 21.180 3075 3079 3085 rBV3 36098 83539 1.48% 0.407%
91 21.527 3131 3138 3144 rBV 440801 761023 13.45% 3.706%
92 21.703 3165 3168 3172 rVB4 14271 17874 0.32% 0.087%
93 22.297 3265 3269 3274 rVB3 22217 36534 0.65% 0.178%
94 22.960 3377 3382 3389 rVB2 24309 48038 0.85% 0.234%
95 23.736 3508 3514 3521 rVB4 33860 74130 1.31% 0.361%
96 24.441 3625 3634 3645 rBV2 322770 850589 15.03% 4.142%
97 24.658 3661 3671 3681 rBV 312526 855173 15.11% 4.164%
98 25.740 3848 3855 3864 rVB4 31283 88093 1.56% ©0.429%
99 27.038 4070 4076 4088 rVB6 26004 87905 1.55% 0.428%
100 28.613 4334 4344 4345 rBV5 19977 46428 0.82% 0.226%
Sum of corrected areas: 20535450

SFAM-EPA-BGO71723.MA.M Thu Jul 20 ©6:10:45 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058340.D\data.ms

148
3000000

2500000

2000000

1500000

1000000

500000

5792 6521
7. 26 7896 9.053 10.3160.698
3363 T4 oMhonc11  sam SERra | TG 706 @%QM4 > 77846 Josth83a 157 1193228

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10. 00 10 50 11 00 11 50 12 00 12.50
Abundance TIC: BG058340.D\data.ms

o

3000000
2500000
2000000
1500000
1000000

500000 13.936-239 535 g}é
3,183,419 1&04& ‘ i ‘3‘5‘34 | ?&3

19.664
21.527

SO IR AT % ARIRTIIE 120705 20.68121.180 21,703 22.297
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Time--> 13.00 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: BG058340.D\data.ms

o

3000000
2500000
2000000
1500000

1000000

500000 24241658
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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\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 Cyclohexene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.148 496.45 ng/ul 5660260 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 95
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
4 Cyclohexene 82 C6H10 000110-83-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 10 (3.148 min): BG058340.D\data.ms (-4) (-) m/z 67.00 100.00%
540 67.0
5000
39.0 82.0
T
‘ 24 3.203.303.403.503.60
Ot A8 TAQLL L m/z sa.ee  86.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 LR R B B B R B
41.0 82.0 3.203.303.403.503.60
27.0 m/z 82.00 42.03%
OHH‘H:I\_'\:)‘;\()H‘\\H’}!H‘HH‘H}\‘\‘H\’HHH}!\‘\\H‘HH“‘H‘HH‘\}\1‘!\}\‘\\\\‘\\\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0 R RRERRRAREEE L
3.203.303.403.503.60
5000 m/z 39.00 35.52%
41.0 82.0
27.0
O SO 1 D 1 . |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane T
67.0 3.203.303.403.503.60
540 m/z 41.e0  32.41%
82.0
5000
41.0
) ——| T — e —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 Formamide, N,N-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.147 16.25 ng/ul 185324  1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 90
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 90
3 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 78
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 78
5 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 78

Abundance Scan 180 (4.147 min): BG058340.D\data.ms (-175) (-) m/z 73.00 100.00%

73.0
44.0
5000
T
58.0 3.80 4.00 4.20 4.40
Obr oo Qe b 87O myz as.e0 79.23%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #850: Formamide, N,N-dimethyl-
44.0 3.0

5000 o T
3.80 4.00 4.20 4.40

m/z 42.00 39.21%

15.0
ol =
|
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #848: Formamide, N,N-dimethyl-
44.0 73.0

3.80 4.00 4.20 4.40

o

m/z 43.00 8.80%
5000 15.0 28.0
580
0 ww_ww;t A AN
miz--> 10 50 60 70 80 90
Abundance #2204: Glycmamlde N(2)-methyl-
73.0 3.80 4.00 4.20 4.40
44.0

m/z 58.00 7.29%

5000
28.0 58.0
15.0 \H | X

m/z--> 10 20 40 50 60 70 80 90 3 80 4.00 4.20 4.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 2-Cyclohexen-1-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

5792 38.70 ng/ul 441243  1,4-Dichlorobenzene-d4  7.89

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Cyclohexen-1-0l1 98 C6H100 000822-67-3 96
-Cyclohexen-1-o0l 98 C6H100 000822-67-3 90
-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
-Methylene cyclopentanol 98 C6H100 020461-31-8 80
-Cyclohexen-1-0l1 98 C6H100 000822-67-3 53

uih wNnPE
NNNNN
ﬁZﬁﬁﬁ

Abundance Scan 460 (5.792 min): BG058340.D\data.ms (-453) (-) m/z 70.00 100.00%

70.0
83.0
5000
55.0
39.0 97.0

“ ‘ ‘ 5.40 5.60 5.80 6.00 6.20
SS——— ”N‘w el wz s3.ee  49.15%

0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 390 830 [T T[T [T rT
: 55.0 97.0 5.40 5.60 5.80 6.00 6.20

27.0
m/z 55.00 40.10%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-0
70.0

5.40 5.60 5.80 6.00 6.20

o

5000 410 o 83.0 m/z 97.00 36.70%
98.0
0 e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3585: 2-Cyclohexen-1-ol Rmaas A R AREE
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00  33.82%

27.0 55.0 83.0 98.0
M\ M“ \M Jﬂ\ \‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.833 8.42 ng/ul 95999  1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentyne, 4-methyl- 82 C6H10 007154-75-8 47
2 1,3-Pentadiene 68 C5H8 000504-60-9 40
3 2,4-Dimethylfuran 96 C6H80 003710-43-8 40
4 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 40
5 2,3-dimethylfuran 96 C6H80 1000458-49-9 38
Abundance Scan 467 (5.833 min): BG058340.D\data.ms (-465) (-) m/z 67.00 100.00%
67.0
41.0
5000 96.0
A RRmEEAE R
53.0 ‘ 810 5.60 5.80 6.00 6.20
o""‘H‘_m“‘m!}Hmm"‘M:‘mmwmw m/z 41.00 55.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1382: 1-Pentyne, 4-methyl-
67.0
41.0
5000 L L L B B B
27.0 5.60 5.80 6.00 6.20
m/z 96.00 50.07%
15.0 M 54.0 I 81.0
O\\\‘\\‘\\‘\\}}“\\\‘\‘\\\\“\‘!\\‘“\\\‘\\\\“H\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #508: 1,3-Pentadiene
67.0
53.0 R R IR e
39.0 5.60 5.80 6.00 6.20
5000 ' m/z 39.00 42.47%
27.0
ohaso Lol
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3144: 2,4-Dimethylfuran S R Sy |\
96.0 5.60 5.80 6.00 6.20
m/z 95.00 36.60%
67.0
5000
39.0 O 81.0
o“ EREEEE [ S
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 Cyclohexene, 3-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.174 3.98 ng/ul 45374  1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 90
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 72
3 Cyclohexene, 1-chloro- 116 C6HIC1 000930-66-5 64
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 64
5 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 64
Abundance Scan 525 (6.174 min): BG058340.D\data.ms (-519) (-) m/z 81.00 100.00%
81.0
5000
53.0
e
35h m 116.0 5.80 6.00 6.20 6.40
Ol it ol L m/z 79.00  43.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 LI AL B LA LA LN B
5.80 6.00 6.20 6.40
39.0 116.0 m/z 80.00 31.62%
O\\\\‘\\\\“"\\‘m‘\‘\H\\\M‘\1‘\\‘\\\!“\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #36451: Cyclohexene, 3-bromo-
81.0
A
5.80 6.00 6.20 6.40
5000 m/z 53.00 27.16%
53.0
27.0
0 DL 1l 101011901380 1600
A e e e e
mfz--> 20 40 60 80 100 120 140 160
Abundance #9427: Cyclohexene, 1-chloro- R REEE R AR
81.0 5.80 6.00 6.20 6.40
m/z 77.00  18.26%
5000
27.0 53.0
116.0
0! S SN ' S Y.
m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:49 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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-Cyclohexen-1-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.521 46.31 ng/ul 528054 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 33
Abundance Scan 584 (6.521 min): BG058340.D\data.ms (-576) (-) m/z 68.00 100.00%
68.0
5000
39.0 96.0
e aARRmEEERE
‘ 55.0 6.20 6.40 6.60 6.80
Obrrrrrrrrrer et bl 8L L m/z 96.00  27.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 L L R I R B
96.0 6.20 6.40 6.60 6.80
40.0 ' m/z 39.00  24.05%
27.0 H 55.0
O\\‘\\\\‘\\\‘\‘\\\\“1\\\‘\‘i‘\\‘\\\“‘\\\\‘\.\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3151: 2-Cyclohexen-1-one
68.0
 EAREmmaREEEESERE
6.20 6.40 6.60 6.80
5000 m/z 40.00 18.87%
39.0 96.0
27.0
B A X
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one EEEmmaREEESEE
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.05%
5000
96.0
40.0
27.0 ‘ 55.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:49 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.966 2.19 ng/ul 24935 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 90
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 62
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 52
4 4-Octene, (E)- 112 C8H16 014850-23-8 50
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 50
Abundance Scan 830 (7.966 min): BG058340.D\data.ms (-825) (-) m/z 54.95 100.00%
55.0
5000
39.0 83.0 112.0 Aww,‘,‘
‘ M H 68.0 ‘ ‘ 7.60 7.80 8.00 8.20
Ol el m/z 39.00  25.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
53.0
5000 \‘uu‘\u/\\"“ﬁu,uu‘\
7.60 7.80 8.00 8.20
41.0 112.0 m/z 57.00 24.88%
L oo
O\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\}‘1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
T Tt ey
7.60 7.80 8.00 8.20
m/z 112.00 22.47%
5000 27.0
41.0 83.0 112.0
68.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one ‘4“H“‘H“‘H,“H“
55.0 7.60 7.80 8.00 8.20
m/z 41.10 21.99%
5000
280 1, 68.0 112.0
83.0
I
0‘w‘H‘_‘H‘H‘WLH‘phh‘HMM‘H‘M‘HM‘M‘H‘W‘H‘W‘ T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:50 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 9 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.207 44.61 ng/ul 508588 1,4-Dichlorobenzene-d4 7.896

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 91
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 91
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 74
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 871 (8.207 min): BG058340.D\data.ms (-865) (-) m/z 57.00 100.00%
57.0
5000

80.0 S G

H h 1240 7.80 8.00 8.20 8.40 8.60
bl 1, 205.9 1330 2069 ., gp.00  23.26%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #17285: 2-Chlorocyclohexano

57.0
5000 DL R R R
80.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 15.57%
290/ ‘ | 1060 1340
0\\\‘\w‘\W‘iH\W‘\H‘\“‘\“\MH\H“\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17288: 2-Chlorocyclohexano
57.0
P TP T T
7.80 8.00 8.20 8.40 8.60
5000 m/z 80.95 15.02%
80.0
29.0‘ 1340
ol il 080 B8
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance #17287: 2-Chlorocyclohexanol _“‘_““H“‘H“‘H
57.0 7.80 8.00 8.20 8.40 8.60
m/z 44.00  14.25%
5000
80.0
29.0
P R
0 Y T P |

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:50 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39

Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 10 cis-1,2-Cyclohexanediol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.654 3.89 ng/ul 44324  1,4-Dichlorobenzene-d4 7.896
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 87
2 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 83
3 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 81
4 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 81
5 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 74

Abundance Scan 947 (8.654 min): BG058340.D\data.ms (-944) (-) m/z 69.95 100.00%

70.0
57.0
5000 44.0 83.0
98.0
R RRREl/EBMIE TCURSI
‘ 116.0 8.40 8.60 8.80 9.00
Oberrrrer el b L e myz 57,00 74.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9199: cis-1,2-Cyclohexanediol
70.0
57.0
5000 29.0
4.0 8.40 8.60 8.80 9.00
83.0 980
m/z 83.00 45.33%
15.0 ‘ ‘ ‘ 116.0
O\\\‘\\‘\\‘\\1!}f\\f‘}\\\\“\‘l!}}\\\‘}‘\\\\‘}\\\\‘\\\‘\‘\\\\‘\\1\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9200: cis-1,2-Cyclohexanediol
70.0
“H‘H‘w“u‘u‘w“
410 570 8.40 8.60 8.80 9.00
5000 m/z 44.00 43.08%
83.0 980
27 ‘ ‘ ‘ 116.0
0H\‘HH‘\HHHH“H\‘\‘\‘H\‘H\M‘\H\‘l\H\‘\H‘\‘HH‘H!\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9185: 1,2-Cyclohexanediol RREE RN S R R
70.0 8.40 8.60 8.80 9.00
m/z 54.95 31.84%
57.0
5000 650 98.0
41.0 ’
‘H 116.0
o““““p“““ ‘}“““ SO AL IS, NAW
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.40 8.60 8.80 9.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:50 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 11 6-Chloro-3-fluoropicolinald... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.882 2.62 ng/ul 75295  Acenaphthene-di1e 14.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Chloro-3-fluoropicolinaldehyde 159 C6H3C1FNO 884494-77-3 50
2 4-Chloro-5-methyl-1H-pyrazol-3-a... 131 C4H6CIN3 110580-44-4 47
3 Quinoline, 6-methyl-, 1-oxide 159 C10HI9NO 004053-42-3 37
4 8-Quinolinol, 2-methyl- 159 C1@H9NO 000826-81-3 23
5 8-Quinolinol, 3-methyl- 159 C10HSNO 075457-13-5 22

Abundance Scan 2007 (14.882 min): BG058340.D\data.ms (-2000) (- m/z 131.00 100.00%
131.0

159.0
5000
96.0
69.0 . SV
52.0 H 14.50 15.00
0 Al myz 159.00 77.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35773: 6-Chloro-3-fluoropicolinaldehyde
131.0
96.0
5000 e ~
76.0 159.0 14.50 15.00
m/z 133.00 34.78%
50.0
O ‘\2?.‘\0\“‘ f \‘H} \“’“\ H‘\“\“ o7 \H\“‘!‘l\l‘?\.o‘\ L \‘i‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #15833: 4-Chloro-5-methyl-1H-pyrazol-3-amine
131.0 /\
T T ‘ nh\
14.50 15.00
5000 ITI/Z 96.00 33.63%
96.0
42.0 66.0
olaso L My e ias30 Il
miz--> 20 40 60 80 100 120 140 160 \
Abundance #35650: Quinoline, 6-methyl-, 1-oxide LAl
131.0 14.50 15.00
m/z 69.00 24.53%
159.0
5000
51.0 77.0 103.0
0 H““""Wm,%“ﬁwmw‘wﬁ‘cﬂ“wl‘ﬂ“‘q“ — —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:51 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 12 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.886 3.07 ng/ul 88436  Acenaphthene-dile 14.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 83
Abundance Scan 2178 (15.886 min): BG058340.D\data.ms (-2172) (-  m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
- ey
15.50 16.00
152.0
bl b T 2070 s 77,00 68.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0 1
5000 L
15.50 16.00
51.0 9
m/z 182.00  52.42%
o 2ro || 12701920 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
— r—
77.0 15.50 16.00
5000 1820 m/z 51.00 27.20%
51.0
o200 | 12701520
L A o A A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0 15.50 16.00
m/z 181.00 10.67%
77.0 182.0
5000
51.0
o e b 222080
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:51 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 13 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.160 4.16 ng/ul 156034  Phenanthrene-di10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2565 (18.160 min): BG058340.D\data.ms (-2560) (-  m/z 73.00 100.00%
73.0
43.0

-

5000
129.0
213.2 e |
| H m 157.0 185.1 256.1 18.00 18.50
R uh“mu‘w\mmmM;‘_“Uuwu_hHW!_ m/z 60.00  88.92%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R v

18.00 18.50
m/z 43.00  82.45%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0

T T
18.00 18.50

5000 m/z 57.00 74 .58%
129.0
‘ ‘ 171.0 214.0
0 “”hh ‘?‘m“mwmmu“w‘uWH“WHWH_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid T ——
73.0 18.00 18.50

m/z 55.00 74.04%

43.0
5000 129.0 JWW
171.0
214.0
H\ I ‘ H“H i ‘\ ‘\m b1 ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50

o

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:51 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39

Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 14 unknown-02 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.812 2.10 ng/ul 78958  Phenanthrene-d10 17.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
T OoTUNDN

-(2,5-dimethoxy-4-propylphenyl)... 223 C13H21NO2
-(2,5-dimethoxy-4-propylphenyl)... 223 C13H21NO2
-Ethoxy-2-mercaptobenzimidazole
yridine, 2-[5-(2-pyridinyl)-4H-... 223 C12HON5
ono-methyl 5-nitroisophthalate 225 C9H7NO6

194 CSH1eN20S

207740-22-5 38
207740-22-5 38
055489-15-1 35
1010351-23-4 30
001955-46-0 25

Abundance Scan 2676 (18.812 min): BG058340.D\data.ms (-2671) (-
194.0

m/z 194.00 100.00%

115.0

78.0
5000 160.0

225.0 M T 4 oA /\‘
38.9 202.¢ 18.50 19.00

o A k1 L 1. T m/z 223.00  60.57%
miz-> 50 100 150 200 250

Abundance #103026: 2-(2,5-dimethoxy-4-propylphenyl)ethanamine
194.0

A AnA
L —

5000
18.50 19.00

91.0 1350 m/z 115.00  57.34%

39\\.\0\4\ i ‘H h‘h ‘“‘m‘ \\M}‘h m‘ Il “ M’ 22‘5-0

m/z--> 50 100 150 200 250
Abundance #103027: 2-(2,5-dimethoxy-4-propylphenyl)ethanamine
194.0

o

18.50 19.00
5000 m/z 78.00 48.02%
‘ 135.0
ob SO
miz--> 50 100 150 200 250
Abundance #69917: 5-Ethoxy-2-mercaptobenzimidazole fu WW‘“‘{\‘ g en 1
194.0 18.50 19.00
m/z 196.00 41.33%
5000
137.0
52.0 93.0 ‘
miz--> 50 100 150 200 250 18.50 19.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 06:10:52 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.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 15 2- Chloropropionic acid, he... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.180 2.20 ng/ul 83539  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 72
2 Undecane, 5-cyclohexyl- 238 C17H34 013151-80-9 72
3 1-Hexacosanol 382 C26H540 000506-52-5 72
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 64

5 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29C1303 1000314-55-9 64

Abundance Scan 3079 (21.180 min): BG058340.D\data.ms (-3075) (- m/z 57.00 100.00%
57.0

5000 &MWMMM%NWJ\NMNﬂMWNNM
—r —
‘\ ‘ 50.0 207.0 248.9 355.0 21.00 21.50
ol ded i Mh‘hku Y B St i m/z 43.00 69.44%
mlz--> 50 100 150 200 250 300 350
Abundance  #239256: 2- Chloropropionic acid, hexadecy! ester
43.0
83.0
5000 — e
21.00 21.50
W m/z 55.00 66.56%
196.0
O T \‘\ ‘\ ‘ “ H“ i \h‘\ “\“ ‘“\ ‘\ T \“ T \H\ T ‘2\6\9.\0\ ‘ \3\3\2\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance #121346: Undecane, 5-cyclohexyl-
57.0
—r —
21.00 21.50
5000 0 m/z 83.60 57.86%
154.0
ow“‘w “M‘“u‘u‘““um_m_”w”H_‘
miz--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosanol T ——
43.0 21.00 21.50
m/z 71.00 51.42%
h Il W
LILLLLL 59 so0mm0 2520 szzgs
Al e o S T (R, —— ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

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 16

(DEL) Alkane: Straight-Chai...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
25.740 2.06 ng/ul 88093  Perylene-di12 24.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 86
2 Tetracosane 338 C24H50 000646-31-1 80
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 3855 (25.740 min): BG058340.D\data.ms (-3848) (- m/z 57.00 100.00%
57.0
200 wmmermmM/\MNMWwWwww
99.0 —— ——
‘ h | [ |, 1400 1940 2670 355. 25.50 26.00
ob— A ol T T m/z 71.00  63.15%
mlz--> 50 100 150 200 250 300 350
Abundance #287983: Hexadecane, 8-hexyl-8-pentyl-
57.0
5000 —— ——
25.50 26.00
281.0 m/z 43.00 49.15%
oo zs0 |||
O““\‘\‘M\\H \‘\\\ \\\‘\“\\‘\\‘\‘\\‘\“}\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
— —
25.50 26.00
5000 m/z 85.00 44.12%
99.0
41.0
SNRBUSNNECSELLE LI ]
miz--> 50 100 150 200 250 300 350
Abundance #176393: Nonadecane, 9-methyl- — —
57.0 25.50 26.00
m/z 55.00 20.65%
5000
99.0 140.0
ol bbb idy ) tss0za0zer0
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

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 17

(DEL) Alkane: Straight-Chai...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
27.038 2.06 ng/ul 87905  Perylene-di12 24.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 4-Methylheneicosane 310 C22H46 025117-29-7 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Eicosane 282 C20H42 000112-95-8 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 4076 (27.038 min): BG058340.D\data.ms (-4070) (- m/z 57.00 100.00%
57.0
2000 WJL“
130 2070 oo
0 wl‘ w‘h“L il opl 2829 3400 0 7160 70.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 —— ‘
27.00
m/z 43.00 53.15%
O ‘ \L\ Hh\ \h\ h‘ \‘ il ]_\69 O 225 0 295 0 367 O
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212284: 4-Methylheneicosane
57.0
N
27.00
5000 ITI/Z 85.00 42.37%
“ 13.0 267.0
oL LT 00 w00
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane T ‘
57.0 27.00
m/z 41.00 20.23%
- MM\W«N
0 i H\ \‘h h‘ “‘ | \6\9 9 225 0 281.0 337.0 422 (
A A A e S e e e —
m/z--> 50 100 150 200 250 300 350 400 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58340.D

Acqg On : 19 Jul 2023 23:39
Operator : CG/JU

Sample : 03452-12

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@71723.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|
Cyclohexene 3.148 496.4 ng/ul 5660260 1 7.896 228028 20.0
Formamide, N,N-... 4.147 16.3 ng/ul 185324 1 7.896 228028 20.0
2-Cyclohexen-1-0l 5.792 38.7 ng/ul 441243 1 7.896 228028 20.0
unknown-01 5.833 8.4 ng/ul 95999 1 7.896 228028 20.0
Cyclohexene, 3-... 6.174 4.0 ng/ul 45374 1 7.896 228028 20.0
2-Cyclohexen-1-one 6.521 46.3 ng/ul 528054 1 7.896 228028 20.0
7-Oxabicyclo[4.... 7.966 2.2 ng/ul 24935 1 7.896 228028 20.0
2-Chlorocyclohe... 8.207 44.6 ng/ul 508588 1 7.896 228028 20.0
cis-1,2-Cyclohe... 8.654 3.9 ng/ul 44324 1 7.896 228028 20.0
6-Chloro-3-fluo... 14.882 2.6 ng/ul 75295 3 14.535 575839 20.0
Benzophenone 15.886 3.1 ng/ul 88436 3 14.535 575839 20.0
n-Hexadecanoic ... 18.160 4.2 ng/ul 156034 4 17.279 750991 20.0
unknown-02 18.812 2.1 ng/ul 78958 4 17.279 750991 20.0
2- Chloropropio... 21.180 2.2 ng/ul 83539 5 21.527 761023 20.0
(DEL) Alkane: S... 25.7490 2.1 ng/ul 88093 6 24.658 855173 20.0
(DEL) Alkane: S... 27.038 2.1 ng/ul 87905 6 24.658 855173 20.0
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