LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc :

ALS Vvial : 21  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: BGO58311.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.153 5 11 40 rVB 4835645 8878050 100.00% 43.430%
2 4.334 209 212 223 rVB2 19888 34246 0.39% 0.168%
3 4.616 255 260 267 rVB2 28039 50174 ©.57% 0.245%
4 5.356 381 386 391 rBV4 18112 28506 ©0.32% 0.139%
5 5.539 411 417 426 rVB 15839 34326 ©0.39% 0.168%
6 5.797 451 461 465 rBV2 149278 295605 3.33% 1.446%
7 5.832 465 467 474 rVB2 21375 33672 ©0.38% 0.165%
8 5.903 474 479 483 rBV6 8928 17967 ©0.20% ©0.088%
9 6.173 520 525 532 rBV 36604 57828 0.65% 0.283%
10 6.520 576 584 592 rBV 312177 525974 5.92% 2.573%
11 7.060 669 676 689 rBV2 37130 83302 0.94% 0.408%
12 7.225 699 704 714 rVB 32465 54172 0.61% 0.265%
13 7.431 733 739 749 rBV3 36284 78582 ©0.89% 0.384%
14 7.513 749 753 762 rVB7 6849 15100 0.17% 0.074%
15 7.607 762 769 773 rBV3 8867 18735 0.21% 0.092%
16 7.901 810 819 826 rBV 128552 222967 2.51% 1.091%
17 7.971 826 831 836 rVV3 20808 36388 0.41% 0.178%
18 8.065 842 847 854 rVB 39106 74139 0.84% 0.363%
19 8.147 854 861 865 rBV2 48447 80932 0.91% 0.396%
20 8.212 865 872 880 rVB 673965 1131524 12.75% 5.535%
21 8.582 931 935 938 rW3 8356 14426 0.16% 0.071%
22 8.653 942 947 953 rW2 16938 32099 0.36% 0.157%
23 8.723 953 959 971 rVB4 45887 94840 1.07% 0.464%
24 8.894 982 988 1001 rVB2 32403 70797 ©0.80%  0.346%
25 9.058 1010 1016 1026 rVV 41036 76495 0.86% 0.374%
26 9.193 1034 1039 1050 rVB3 17225 36767 ©0.41% 0.180%
27 9.781 1133 1139 1146 rVB 30158 55241 0.62% 0.270%
28 9.951 1162 1168 1175 rBV5S 8931 21181 0.24% 0.104%
29 10.080 1182 1190 1196 rBVS5 14653 33695 0.38% 0.165%
30 10.139 1197 1200 1210 rVB7 7248 15740 0.18% 0.077%
31 10.321 1223 1231 1243 rVB3 43460 107476  1.21% 0.526%
32 10.697 1284 1295 1301 rBV 210537 385444 4.34% 1.886%
33 10.750 1301 1304 1311 rVB 15023 23634 0.27% 0.116%
34 11.508 1425 1433 1439 rBV7 6550 18452 0.21% 0.090%
35 12.654 1623 1628 1633 rVB 10015 15550 0.18% 0.076%
36 13.353 1741 1747 1752 rBV3 8254 14975 0.17% 0.073%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc :

ALS Vvial : 21  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 13.935 1838 1846 1852 rBV 103472 157405 1.77% 0.770%
38 14.170 1879 1886 1891 rBV5 21462 42253 0.48% 0.207%
39 14.228 1891 1896 1908 rVB2 118342 199142 2.24% 0.974%
40 14.534 1941 1948 1955 rBV 378236 577607 6.51% 2.826%
41 14.599 1955 1959 1964 rVB2 22589 33189 0.37% 0.162%
42 14.740 1976 1983 1990 rBv4 21782 46554 0.52% 0.228%
43 14.881 2004 2007 2012 rBV5 9530 15023 0.17% 0.073%
44 14.934 2012 2016 2023 rVB 17884 30292 0.34% 0.148%
45 15.527 211e 2117 2122 rBV 163706 255729  2.88% 1.251%
46 15.580 2122 2126 2131 rVV 27236 41474 0.47% 0.203%
47 15.644 2131 2137 2146 rVV3 33295 60634 0.68% 0.297%
48 15.780 2157 2160 2167 rVB2 23408 32765 0.37% 0.160%
49 15.885 2172 2178 2185 rVB2 29103 48213 0.54% 0.236%
50 16.508 2279 2284 2290 rBV 26684 36909 0.42% 0.181%
51 16.808 2330 2335 2340 rBV5 9737 14559 0.16% 0.071%
52 17.025 2366 2372 2376 rBV5 6711 13103 0.15% 0.064%
53 17.102 2380 2385 2389 rVB2 10765 15009 0.17% 0.073%
54 17.149 2389 2393 2397 rBV4 15391 19540 0.22% 0.096%
55 17.190 2397 2400 2405 rVB 19245 23634 0.27% 0.116%
56 17.278 2409 2415 2419 rBV 496173 763915 8.60% 3.737%
57 17.319 2419 2422 2427 rVB 216755 310812 3.50% 1.520%
58 17.378 2427 2432 2436 rBV 113601 177403 2.00% 0.868%
59 17.454 2442 2445 2450 rVB3 11085 16041 0.18% 0.078%
60 17.677 2478 2483 2488 rBV2 16089 27428 0.31% 0.134%
61 17.730 2488 2492 2494 rVWW3 14360 22707 0.26% 0.111%
62 17.754 2494 2496 2500 rVVv4 12459 16872 0.19% 0.083%
63 17.871 2509 2516 2521 rBv4 31153 66518 ©.75% ©.325%
64 17.936 2523 2527 2531 rVB 27193 34711 0.39% 0.170%
65 18.159 2560 2565 2569 rBV2 50546 81381 ©.92% 0.398%
66 18.200 2569 2572 2580 rVB2 33656 52740 0.59% 0.258%
67 18.277 2580 2585 2591 rBV7 5961 13106 0.15% 0.064%
68 18.347 2591 2597 2601 rBV3 44057 76557 0.86% 0.375%
69 18.453 2611 2615 2619 rBV4 11574 15017 0.17% 0.073%
70 18.653 2642 2649 2653 rBV 21993 41505 0.47% 0.203%
71 18.700 2653 2657 2661 rVW4 14066 26757 ©0.30% 0.131%
72 18.894 2685 2690 2694 rBV7 9426 17096 0.19% 0.084%
73 18.964 2697 2702 2708 rVB4 18636 29024 0.33% 0.142%
74 19.070 2715 2720 2723 rBV5 12163 22204 0.25% 0.109%
75 19.105 2723 2726 2730 rBV3 31793 35579 0.40% 0.174%

76 19.334 2759 2765 2772 rVB 261253 380077 4.28%  1.859%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc :

ALS Vvial : 21  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 19.434 2778 2782 2786 rBV6 17619 27765 ©.31% 0.136%
78 19.663 2815 2821 2824 rBV2 218841 341985 3.85% 1.673%
79 19.693 2824 2826 2833 rVV 151150 202146 2.28% 0.989%
80 19.763 2834 2838 2845 rVB5 20093 34332 ©0.39% 0.168%
81 19.875 2854 2857 2863 rVB3 10638 17771 ©.20% ©.087%
82 20.016 2876 2881 2882 rBV3 12464 19635 0.22% 0.096%
83 20.133 2899 2901 2905 rBV4 9170 13125 0.15% 0.064%
84 20.186 2907 2910 2915 rVB3 36444 47951 ©.54% 0.235%
85 20.286 2923 2927 2931 rVB 24680 31419 ©.35% 0.154%
86 20.345 2932 2937 2940 rBV3 14841 23586 0.27% 0.115%
87 20.686 2993 2995 3001 rVB6 13348 16418 ©0.18% ©0.080%
88 21.173 3072 3078 3081 rBv4 19701 41908 ©0.47% 0.205%
89 21.320 3100 3103 3111 rVB 29178 40044 0.45% 0.196%
99 21.408 3113 3118 3124 rBV 273502 372430 4.19% 1.822%
91 21.526 3130 3138 3143 rBV3 483538 920260 10.37% 4.502%
92 21.708 3166 3169 3175 rVB4 20849 34959 0.39% 0.171%
93 22.295 3266 3269 3277 rVB3 34085 59915 0.67% ©.293%
94 22.948 3374 3380 3392 rVB3 146270 323398 3.64% 1.582%
95 23.664 3496 3502 3508 rBV3 47837 127312 1.43% 0.623%
96 23.723 3510 3512 3513 rBV2 20150 16476 ©.19% 0.081%
97 24.440 3628 3634 3641 rVB 36231 77330 0.87% ©.378%
98 24.657 3661 3671 3682 rBV 309354 878959 9.90% 4.300%
99 25.744 3846 3856 3864 rBV3 29138 97661 1.10% 0.478%
100 27.031 4072 4075 4076 rBVv2 16583 15732 0.18% ©0.077%
Sum of corrected areas: 20442002
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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: BG058311.D\data.ms
153
4000000
3000000
2000000
1000000
8.212
6.520
. 4334616  5.36BMB173 | 7.0602385077I80687 coseRRER05M3 9133913@@2%1%750 11.508 12,654
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11. OO 11.50 12.00 12.50
Abundance TIC: BG058311.D\data.ms
4000000
3000000
2000000
1000000
14.534
ol 13.353 13&%&%4 ‘D¥elemes  16.508. mm% v ) 428
i R R e e e e e R e e e e A B et o e e e R e S BEE R
Time--> 13.00 13.50 14. OO 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: BG058311.D\data.ms
4000000
3000000
2000000
1000000
b 948 24.657
0 R 2236623 24.44@ 25.744 27.031

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@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 Ethylidenecyclobutane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.153 796.36 ng/ul 8878050 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
2 Cyclohexene 82 C6H10 000110-83-8 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 76
Abundance  Scan 11 (3.153 min): BG058311.D\data.ms (-5) (-) m/z 67.00 100.00%
67.0
5000 39.0 /\
T
3.203.303.403.503.60
O Ml 2070, saee 91.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1386: Ethylidenecyclobutane
67.0
5000 UL B B L LR L B
3.203.303.403.503.60
410 m/z 81.95 43.52%
O \\\‘\\\\“‘\\ \‘\M\\““‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1357: Cyclohexene
67.0
T
3.203.303.403.503.60
5000 m/z 39.00 38.13%
41.0
0 "“u‘:uu;uJ‘:‘mM‘M“u"w‘H‘_m_m_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1358: Cyclohexene T
67.0 3.203.303.403.503.60
m/z 41.00 35.69%
5000
41.0
ey R ERARRZEaEESa o
m/z--> 20 40 60 80 100 120 140 160 180 200 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@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 2 1,3-Pentadiene, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.334 3.07 ng/ul 34246  1,4-Dichlorobenzene-d4 7.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 59
2 1,2-Pentadiene 68 C5H8 000591-95-7 59
3 Bicyclo(2.2.1)heptane-2-carboxyl... 140 C8H1202 000824-62-4 56

4 Pyrazolo[1,5-a]pyrimidin-2-one, ... 163 C8H9N30 1000302-65-6 53
5 2H-Pyran-2-one 96 C5H402 000504-31-4 50

Abundance Scan 212 (4.334 min): BG058311.D\data.ms (-209) (-) m/z 67.95 100.00%

390 680
96.0
5000
L e R RRERE
‘ ‘ ‘ 207.C 4.00 4.20 4.40 4.60
Ol W Ll m/z 66.95  98.88%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #521: 1,3-Pentadiene, (2)-
39.0 67.0
5000 \\‘A\\\A\A‘\\\\‘ﬁ\\\‘\\\\’“

4.00 4.20 4.40 4.60
m/z 39.00 85.23%

15.0 H
O' \\Hl‘\"”\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #506: 1,2-Pentadiene
39.0 61.0
4.00 4.20 4.40 4.60
5000 m/z 95.95 56.01%
15.0
0 ‘_H‘w‘:‘m u,‘”“mWH_HWm_m_m_m_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #21284: Bicyclo(2.2.1)heptane-2-carboxylic acid e
68.0 4.00 4.20 4.40 4.60
m/z 42.00 36.15%
39.0
5000 95.0
122.0
0 “w_w‘w MJ“*““JM“:““‘“1“““”‘;wwwwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.356 2.56 ng/ul 28506 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 43
2 Cyclopropanecarboxaldehyde 70 C4H60 001489-69-6 22
3 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 17
4 Oxirane, 5-hexenyl- 126 C8H140 019600-63-6 12
5 5-Hexen-1-o0l 100 C6H120 000821-41-0 12
Abundance Scan 386 (5.356 min): BG058311.D\data.ms (-381) (-) m/z 83.00 100.00%
83.0
41.0
54.0
5000 69.0
R e
H | I 97-9 5.00 5.20 5.40 5.60
Ol et L myz a1.00 83.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 58.0 83.0
28.0 ’
5000 W\H‘\H/\\‘W\\H‘HH‘\
5.00 5.20 5.40 5.60
68.0 m/z 42.00 66.72%
O
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #628: Cyclopropanecarboxaldehyde
41.0 A
R
5.00 5.20 5.40 5.60
5000 70.0 m/z 54.00 59.73%
29.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1592: 1,4-Pentadien-3-ol e AamaEE
55.0 83.0 5.00 5.20 5.40 5.60

m/z 39.00 58.93%

5000 29.0
1.0
69.0
0 15.0 ‘ \‘H‘\ lii | | /\/\

m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55

Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 6 2-Cyclohexen-1-ol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.797 26.52 ng/ul 295605 1,4-Dichlorobenzene-d4 7.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 95
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 93
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 83
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81

Abundance Scan 461 (5.797 min): BG058311.D\data.ms (-451) (-) m/z 70.00 100.00%
70.0

5000 55.0 83.0 970
39.0
REaas e R
m ‘ ‘ 5.40 5.60 5.80 6.00 6.20
om,mWm_m,mJ‘l‘\ww:“MHHMWMW‘ m/z 83.00 45.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 39.0 83.0 T T
270 ' 55.0 97.0 5.40 5.60 5.80 6.00 6.20
m/z 55.00 40.50%
0’150’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3586: 2-Cyclohexen-1-0
70.0
RERaREEE
5.40 5.60 5.80 6.00 6.20
5000 410 g5 83.0 m/z 97.80 37.95%
98.0
O g
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol s REama R R
70.0 5.40 5.60 5.80 6.00 6.20
m/z 39.00 29.64%
41.0 550 83.0
5000 97.0
27.0
Ol el RVANEEE L A
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:33 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55

Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 7 unknown-02 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

5.832 3.02 ng/ul 33672 1,4-Dichlorobenzene-d4 7.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Chloro-1-pentyne 102 C5H7C1 014267-92-6 38
2 Ethyl 2-butynoate 112 C6H802 004341-76-8 17
3 Pyrrole 67 C4H5N 000109-97-7 12
4 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 9

5 1,4-Pentadiene, 3-methyl- 82 C6H1e0 001115-08-8 9

Abundance Scan 467 (5.832 min): BG058311.D\data.ms (-465) (-)
67.0

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

o

41.0

\H\ 5#0 | “

96.0

10 20 30 40 50 60

70 80 90 100 110

#4952: 5-Chloro-1-pentyne

67.0

270 53.0
\\‘

87.0 101.0

10 20 30 40 50 60
#7208: Ethyl 2

67.

39.0

I 55.0 |
(| n

70 80 90 100 110

-butynoate
0

| 820940 1110

10 20 30 40 50 60

70 80 90 100 110

#448: Pyrrole

67.

41.0

0

m/z 67.00 100.00%

5.60 5.80 6.00 6.20
m/z 96.00  43.20%

i
B e e e

5.60 5.80 6.00 6.20
m/z 41.00 35.63%

A,

5.60 5.80 6.00 6.20
m/z 95.00  27.24%

5.60 5.80 6.00 6.20
m/z 65.00  23.00%

ﬂ

10 20 30 40 50 60

70 80 90 100 110

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:34 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 Cyclopropane, 1l-chloro-2-et... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.173 5.19 ng/ul 57828 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 64
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 53
3 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 53
4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 53
5 Cyclohexene, 1-chloro- 116 C6HOC1 000930-66-5 45
Abundance Scan 525 (6.173 min): BG058311.D\data.ms (-520) (-) m/z 81.00 100.00%
81.0
5000
53-0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
H h\h ‘ 116.0 5.80 6.00 6.20 6.40

bl bl 1929 myz 79.00  48.37%

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

Abundance  #9437: Cyclopropane, 1-chloro-2-ethenyl-1-methyl-

81.0
5000 \‘M/\u‘uu,uu‘u/\\w\
53.0 5.80 6.00 6.20 6.40
28.0 m/z 80.00 27.70%
M H ‘ Ll 116.0
0 \\\\‘\\‘\\i”\\u“\“\h\\‘\}\\\\‘\\\}‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36450: Cyclohexene, 3-bromo-
81.0 /\
A\‘\\\\‘\\\\’\\\\‘\\\\‘\
5.80 6.00 6.20 6.40
5000 m/z 53.00 26.03%
270 53.0
0 “‘ 1190 1600
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10730: Cyclohexene, 3-(2-propynyl)- R A R
81.0 5.80 6.00 6.20 6.40
m/z 77.00 16.00%
5000
39.0
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:34 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.520 47.18 ng/ul 525974 1,4-Dichlorobenzene-d4 7.901

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 90
5 1H-Pyrrole, 2,5-dihydro- 69 C4H7N 000109-96-6 36
Abundance Scan 584 (6.520 min): BG058311.D\data.ms (-576) (-) m/z 68.00 100.00%
68.0
5000 /L
39'0 96.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.20 6.40 6.60 6.80
ot 207 nyz 96,00 28.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3151: 2-Cyclohexen-1-one
68.0
5000 UL L B IR B B
39.0 96.0 6.20 6.40 6.60 6.80
m/z 39.00 23.74%
0 \H‘\M\H‘ \\”\H\‘\“‘H‘HH“\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3152: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.10%
96.0
40.0
0 m‘“H‘H,”w‘mWHw‘m_‘H_ww_wmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3153: 2-Cyclohexen-1-one e AmmwmmaREEEE
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.71%
5000
96.0
40.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:34 2023 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 10 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.971 3.26 ng/ul 36388 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 83
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 68
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 59
4 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 46
5 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 43
Abundance Scan 831 (7.971 min): BG058311.D\data.ms (-826) (-) m/z 55.00 100.00%
5000
39.0 112.0 R ARALRRANALSVEES.
| H 679 830 ‘ 7.60 7.80 8.00 8.20
0 "_‘H‘H‘w‘H"1‘H‘“u"_‘w‘wg”wa”www m/z 112.00  22.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 7- Oxab|cyclo[4 1.0]heptan-2-one
5!:
5000 L L L N B LA LN B

7.60 7.80 8.00 8.20
41.0 112.0 m/z 57.00 20.58%

b0
O\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\}‘1“\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244: 7- Oxablcyclo[4 1.0]heptan-2-one
53.0

7.60 7.80 8.00 8.20

m/z 38.95 19.41%
o 270 112.0
41.0 83.0 '
68.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7550: 3-Heptene, 4-methyl- e
55.0 69.0 7.60 7.80 8.00 8.20

m/z 56.00 19.23%

5000 41.0
112.0
27.0
wo " L)L B w0
o M1 A S M U S
LA A AN R RS AR AN RN SARANRARRN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:35 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.065 6.65 ng/ul 74139  1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H1e6 000933-12-0 16
2 Bicyclo[3.1.0]hexan-3-one 96 C6H80 001755-04-0 14
3 Cyclobutane, methylene- 68 C5H8 001120-56-5 12
4 Methallylcyclopentane 124 C9H16 219726-61-1 12
5 1,3-Pentadiene 68 C5H8 000504-60-9 10
Abundance Scan 847 (8.065 min): BG058311.D\data.ms (-842) (-) m/z 56.95 100.00%
57.0
39-0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
7.80 8.00 8.20 8.40
9 96.1 149.8
(— | [ T e m/z 70.00  88.81%
miz-> 20 40 60 80 100 120 140
Abundance #12197: Cyclohexene, 3,5,5-trimethyl-
68.0
109.0
5000 /\\\\‘\\\\‘\\\\‘\\\\‘\\\\
41.0 7.80 8.00 8.20 8.40
m/z 68.00 54.79%
L |
O \J-\S\.(‘) T ‘\‘ T }H\ \‘h “1 ‘ ‘\‘ H “\ T \‘ “ ‘ T \ \ \]-‘2\5\0\ T ‘ L
miz-> 20 40 60 100 120 140
Abundance #3167: Bicyclo[3.1.0]hexan—3—one
68.0
AT

7.80 8.00 8.20 8.40
390 96.0 .
5000 : m/z 67.00 50.55%

0 !
m/z--> 20 40 60 80 100 120 140
Abundance #528: Cyclobutane, methylene-
67.0

40.0 7.80 8.00 8.20 8.40
' m/z 58.00 41.09%

5000 /\/\A
15.0 | \M P o 111

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

o

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:35 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.147 7.26 ng/ul 80932  1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 38
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 32
3 cis,cis-2,7-Nonadiene 124 C9H16 036901-84-5 22
4 2,6-Dimethyl-1,6-heptadiene 124 C9H16 051708-83-9 22
5 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 18
Abundance Scan 861 (8 147 min): BG058311.D\data.ms (-854) (-) m/z 56.95 100.00%
9%.0 7.808.008.208.40
206.9
0! uwwu“u“_“w“u"H“H“_“‘ m/z 70.00 94.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
29.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.80 8.00 8.20 8.40
m/z 71.00 63.87%
96.0
O' \‘\“‘M\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 7Q0.0
e P
7.80 8.00 8.20 8.40
5000 m/z 68.00 55.43%
)
0Ll e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12153: cis,cis-2,7-Nonadiene ‘_“W“H“H“H“‘
68.0 7.80 8.00 8.20 8.40
41.0 m/z 66.95 53.15%
5000
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:35 2023 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.212 101.50 ng/ul 1131520 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 95
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 94
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 50
5 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl10 029538-77-0 47
Abundance Scan 872 (8.212 min): BG058311.D\data.ms (-865) (-) m/z 57.00 100.00%
57.0
5000

4o 80.0 ISEDSN & SR—

‘ ‘ M 98 0 116.0 134.0 7.80 8.00 8.20 8.40 8.60
om‘_‘H“”Hw”mwu .o 1160 1330 m/z 86.60  23.26%

miz--> 20 60 80 100 120 140

Abundance #17285.2-Chmrocydohexano

57.0
5000 I L LR R
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 81.00 16.21%
98.0 134.0
Ot ‘2\6‘\9\ \“M \‘\H‘\“‘\“\MM ‘”“ !“\ \“‘ T \1\1?.9\ T \‘1 T
miz--> 20 40 60 80 100 120 140
Abundance #17288: 2-Chlorocyclohexano
57.0
R AR
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 14.59%
80.0
41.0
98.0 134.0
[o ) N ‘2‘6\‘9‘ “m \H‘\ \‘\\‘HH \‘u\“\‘ !h‘ “‘ : ‘1‘1(‘3‘0‘ L -
miz--> 20 40 60 80 100 120 140
Abundance #17286: 2-Chlorocyclohexanol R T
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 14.03%
5000
41.0 800
98.0
. B SV Sl L Y,
m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:36 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 14 unknown-05 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.653 2.88 ng/ul 32099 1,4-Dichlorobenzene-d4 7.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 50
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 47
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 38
4 Propyl aldoxime, 2-methyl-, syn- 87 C4H9NO 005780-39-2 37
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 36
Abundance Scan 947 (8.653 min): BG058311.D\data.ms (-942) (-) m/z 69.95 100.00%
56.9 70.0
5000 420
: 830 ggq M

R RARAL

m ‘ ‘ ‘ 8.40 8.60 8.80 9.00
oHwmWH_HMH‘W‘HM““m,w,w,w m/z 56.90  88.03%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3585: 2-Cyclohexen-1-0

70.0
5000 390 UL B L I LN L
270 °77 50 830 980 8.40 8.60 8.80 9.00
' m/z 42.00  37.02%
01”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
PR R Y
8.40 8.60 8.80 9.00
5000 90 83.0 m/z 41.00 34.05%
55.0
27.0 97.0
N0 T T
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3587: 2-Cyclohexen-1-ol R S REEEmaT AR
70.0 8.40 8.60 8.80 9.00
m/z 83.00 33.78%
5000
41.0 55.0 83.0 98.0
0 Ul il “,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:36 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 Cyclohexane, 1,2-dichloro-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.894 6.35 ng/ul 70797  1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 72
2 Cyclohexane, 1,3-dichloro-, trans- 152 C6H10Cl2 024955-62-2 72
3 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eC12 024955-63-3 56
4 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 53
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 50
Abundance Scan 988 (8.894 min): BG058311.D\data.ms (-982) (-) m/z 80.95 100.00%
81.0
5000
A RREmEEL R
H 53‘)‘0 ‘ 119.0 8.60 8.80 9.00 9.20
N ‘\Muw‘w Lt e e M/Z 80.00  56.12%
m/z--> 20 80 100 120 140 160
Abundance #29711. Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 \\\‘ﬁ\\‘u\\‘ﬂ\\‘u\\
8.60 8.80 9.00 9.20
m/z 79.00 17.12%
41.0
O \]-\5\0‘ T ‘\ T \"‘\ \‘\H‘\ ‘2\(?\ “u’u\ }‘\9\8.‘()\ \1\1-16.‘0\ 1T ‘ \1\5\2.\()‘ T
miz--> 20 80 100 120 140 160
Abundance #29710.Cydohexane,L34ﬂcNon},Uans
81.0
8.60 8.80 9.00 9.20
5000 m/z 53.00 16.46%
116.0
miz--> 20 40 60 80 100 120 140 160 m J\ m n
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis- ﬁ‘m“‘w“‘w“jw“‘
81.0 8.60 8.80 9.00 9.20
m/z 40.95 16.09%
5000
41.0
117.0 152.0 M
0 m_m‘,“ A 1 S W v A A L
m/z--> 20 60 80 100 120 140 160 8.60 8.80 9.00 9.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:36 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 16 unknown-06 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.193 3.30 ng/ul 36767 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexene-1-methanol 112 C7H120 004845-04-9 25
2 7-Oxabicyclo[4.1.0]heptane, 3-ox... 140 C8H1202 000106-87-6 22
3 2-Hydroxypentadecyl propanoate 300 C18H3603 077898-99-8 16
4 Bicyclo[2.2.0]hex-1-yl-methanol 112 C7H120 019394-20-8 10
5 4-Vinylcyclohexene diepoxide (is... 140 C8H1202 1000444-67-7 10

Abundance Scan 1039 (9.193 min): BG058311.D\data.ms (-1034) (-) m/z 57.00 100.00%
1.0

5
5000 97.0
|
50

207.0 8.80 9.00 9.20 9.40 9.60
i m/z 41.00  95.47%

0
miz--> 100 150 200 250
Abundance #7402: 1-Cyclohexene-1-methano
41.0 79 .0
5000
112.0 8.80 9.00 9.20 9.40 9.60
‘ m/z 79.00 64.14%
O T T T \H“ ‘ T : T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #21277: 7-Oxabicyclo[4.1.0]heptane, 3-oxiranyl-
79.0

41.0

L

8.80 9.00 9.20 9.40 9.60
m/z 39.00 54.53%

5000

0, T T
miz-> 50 100 150 200 250
Abundance #199821: 2-Hydroxypentadecyl propanoate
57.0 8.80 9.00 9.20 9.40 9.60

m/z 97.00 45.76%

= o

F©

4 o

S

iy

TO

- o
=
—

5000

I

88.0
| 2250 213.0 282.(
i

ol M 50 a0 ampe

m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 17 unknown-07 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.159 2.13 ng/ul 81381  Phenanthrene-dile 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
2 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 41
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
4 1a,9b-Dihydro-1H-cyclopropal[alan... 192 C15H12 006109-24-6 38
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38

Abundance Scan 2565 (18.159 min): BG058311.D\data.ms (-2560) (-  m/z 192.00 100.00%
192.

60.0 0
5000 /JU\
. & T

T
18.00 18.50

(o] m/z 60.00 95.16%
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #67041: Phenanthrene, 4-methyl-
192.0
5000 A

—
18.00 18.50
m/z 73.00 94.16%

95.0 165.0
o 63.0 125.0
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0

18.00 18.50
5000 m/z 43.00 87.03%
165.0
96.0
0280 630 T 4260 | |
rrr e e e e e
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl- T —
192.0 18.00 18.50

m/z 191.00 77.17%

5000
165.0
39.0 “8%0u1150 o “M
(S SRR T SR S| A

m/z--> 20 40 60 80 100120 140160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 18 4H-Cyclopenta[def]phenanthrene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
18.347 2.00 ng/ul 76557  Phenanthrene-d1e 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 52
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 52
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 28

Abundance Scan 2597 (18.347 min): BG058311.D\data.ms (-2591) (-  m/z 190.00 100.00%

19p.0
5000
94.5 219.9 291.¢

a0, 1909 | | e |09 oo e

O bl b bl B Zr " W m/z 189.00  98.64%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene

190.0
5000 /v\
1800 1850
94.0

m/z 191.00 30.08%

(310 630 \h 1370 |

T T T ‘ \ T \ T T T T T ‘ T T T ‘ T T T T ‘ T T T T

miz--> 50 100 150 200 250

Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0

18.00 18.50
5000 m/z 192.05  29.81%
95.0
630
BN GO .2 N
m/z--> 50 100 150 200 250
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene o
189.0 1800 1850
m/z 187.00  25.46%
5000
94.0
o“_ /\N\ I
miz--> 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 19 Palmitoleamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.948 7.03 ng/ul 323398 Chrysene-d12 21.526
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleamide 253 C16H31NO 106010-22-4 95
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 80
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64

Abundance Scan 3380 (22.948 min): BG058311.D\data.ms (-3374) (- m/z 59.00 100.00%
59.0

5000 Jk
=
97.0 o1 23.00
ol A l g JA01 1930 2631 3202 . 75 00  64.87%
mlz--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide
59.0
5000 T
23.00
m/z 55.00 54.22%
‘ 126.0 253 0
oLkt \‘\h ol “M \‘M\‘\‘M‘} ‘1““\“ 4 ‘1‘68“0‘2‘1‘0 ‘0‘ e
m/z--> O 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (2)-
59.0
——
23.00
5000 m/z 43.0  33.14%
’97 .0 337.0
o150 U\“u\ L3700 1840 23402760 | |
miz-> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (2)- ——
59.0 23.00
m/z 41.00 30.40%
B NV\JL
S8 9*@ 0 1400 1840 238.0 2810
! e ——
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS vial : 21 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 20 Di-n-decylsulfone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
25.744 2.22 ng/ul 97661  Perylene-d12 24.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-n-decylsulfone 346 C20H4202S 111530-37-1 80
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 80
3 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1010280-67-0 80
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Octacosane 394 (C28H58 000630-02-4 68

Abundance Scan 3856 (25.744 min): BG058311.D\data.ms (-3846) (- m/z 57.00 100.00%
57.0

5000 Wl\kw
9.0 — —
\ | | 1551 2070 5530 3021 355 25.50 26.00
ol bl i P T 530 3021 3% 160 58.81%
mlz--> 50 100 150 200 250 300 350
Abundance #255613: Di-n-decylsulfone
51.0 207.0
5000 — —
25.50 26.00
m/z 43.00 55.24%
‘ ‘ 9.0 1410
01\5.\0\ ‘ “ T h!‘ \“‘H\h““ \h T 1‘ ‘ 1T ‘\ ““\ T \2’6\]-.\0\ T ‘ \3\2?.\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
— —
25.50 26.00
5000 m/z 85.00  54.11%
9.0 1550 197.0
ob Nkw“hu“‘hﬂ‘hu“““H“ e
miz--> 50 100 150 200 250 300 350
Abundance  #246116: 2-Thiopheneacetic acid, 4-tetradecyl ester e —
57.0 25.50 26.00
97.0
m/z 55.00 26.35%
- WWWWMWN
| ‘ 142.0 196.0 338.0
AT T D Eiaad
m/z--> 50 100 150 200 250 300 350 25.50 26.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 08:59:38 2023 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58311.D

Acqg On : 18 Jul 2023 21:55
Operator : CG/JU

Sample : 03444-14

Misc

ALS Vvial : 21  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|
Ethylidenecyclo... 3.153 796.4 ng/ul 8878050 1 7.901 222967 20.0
1,3-Pentadiene,... 4.334 3.1 ng/ul 34246 1 7.901 222967 20.0
unknown-01 5.356 2.6 ng/ul 28506 1 7.901 222967 20.0
2-Cyclohexen-1-0l 5.797 26.5 ng/ul 295605 1 7.901 222967 20.0
unknown-02 5.832 3.0 ng/ul 33672 1 7.901 222967 20.0
Cyclopropane, 1... 6.173 5.2 ng/ul 57828 1 7.901 222967 20.0
2-Cyclohexen-1-one  6.520 47.2 ng/ul 525974 1 7.901 222967 20.0
7-Oxabicyclo[4.... 7.971 3.3 ng/ul 36388 1 7.901 222967 20.0
unknown-03 8.065 6.7 ng/ul 74139 1 7.901 222967 20.0
unknown-04 8.147 7.3 ng/ul 80932 1 7.901 222967 20.90
2-Chlorocyclohe... 8.212 101.5 ng/ul 1131520 1 7.901 222967 20.0
unknown-05 8.653 2.9 ng/ul 32099 1 7.901 222967 20.0
Cyclohexane, 1,... 8.894 6.3 ng/ul 70797 1 7.901 222967 20.0
unknown-06 9.193 3.3 ng/ul 36767 1 7.901 222967 20.0
unknown-07 18.159 2.1 ng/ul 81381 4 17.278 763915 20.0
4H-Cyclopenta[d... 18.347 2.0 ng/ul 76557 4 17.278 763915 20.0
Palmitoleamide 22.948 7.0 ng/ul 323398 5 21.526 920260 20.0
Di-n-decylsulfone 25.744 2.2 ng/ul 97661 6 24.657 878959 20.0
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