LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acqg On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc :

ALS Vvial : 29 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: BGO58318.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.147 5 10 38 rVB 5537783 10572492 100.00% 45.906%
2 4.087 165 170 177 rVB 11205 17162 0.16% 0.075%
3 4.334 207 212 221 rVB3 26393 47775 0.45% 0.207%
4 4.616 255 260 268 rVB 36869 58146 ©.55% 0.252%
5 5.356 379 386 392 rBV2 38336 64522 0.61% 0.280%
6 5.538 412 417 426 rVB 26738 61725 ©.58% 0.268%
7 5.797 451 461 466 rBV 297725 549842 5.20% 2.387%
8 5.903 474 479 485 rBV3 13876 26262 0.25% 0.114%
9 6.173 519 525 533 rVB 65563 107553 1.02% 0.467%
106 6.520 577 584 592 rBV 536690 893640 8.45%  3.880%
11 7.060 666 676 688 rBv2 23389 55138 ©.52% 0.239%
12 7.225 698 704 710 rBV 22732 37389 0.35% 0.162%
13 7.430 732 739 749 rBvV2 25096 57443 0.54% 0.249%
14 7.507 749 752 760 rVB6 5970 12362 0.12% 0.054%
15 7.612 764 770 773 rBvV2 14082 24019 0.23% 0.104%
16 7.894 809 818 825 rBV 134332 228866 2.16%  0.994%
17 7.971 825 831 836 rBV 37835 65777 0.62% 0.286%
18 8.071 841 848 855 rW 64506 128152 1.21% ©.556%
19 8.147 855 861 865 rvv2 62552 110904 1.05% 0.482%
20 8.212 865 872 884 rVV 1099256 1942676 18.37%  8.435%
21 8.312 885 889 897 rw2 8446 15226 0.14% 0.066%
22 8.488 914 919 923 rW5 8734 13003 0.12% 0.056%
23  8.535 923 927 931 rVW4 8420 15591 0.15% ©0.068%
24 8.576 931 934 941 rVB2 15174 25097 0.24% 0.109%
25 8.652 941 947 953 rBv2 23764 44445 0.42% 0.193%
26 8.723 953 959 971 rvVB2 40912 92259 0.87% 0.401%
27 8.887 982 987 1000 rVB2 58042 120661 1.14% 0.524%
28 9.058 1010 1016 1022 rBv2 28388 53477 ©.51% 0.232%
29 9.146 1027 1031 1035 rVV3 11074 20751 0.20% 0.090%
30 9.193 1035 1039 1046 rVB 24494 44068 0.42% 0.191%
31 9.498 1083 1091 1095 rBV7 7626 19545 0.18% ©0.085%
32 9.781 1133 1139 1145 rVB2 21531 38690 0.37% 0.168%
33 9.945 1161 1167 1174 rBV5 13808 33713 0.32% 0.146%
34 10.080 1182 1190 1197 rBV6 32258 85525 ©0.81% 0.371%
35 10.321 1224 1231 1236 rBV2 32747 64268 0.61% 0.279%
36 10.556 1263 1271 1277 rBV7 8217 19909 0.19% 0.086%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acqg On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc :

ALS Vvial : 29 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 10.697 1283 1295 1308 rVB 204676 401909 3.80% 1.745%
38 11.244 1381 1388 1393 rBV6 6192 13664 0.12% 0.057%
39 11.408 1408 1416 1422 rBV6 8782 17021 0.16% 0.074%
40 11.508 1422 1433 1441 rVB6 8688 23377 0.22% 0.102%
41 12.013 1513 1519 1524 rBV7 6767 15044 0.14% 0.065%
42 12.648 1621 1627 1637 rVV 17328 28157 0.27% 0.122%
43 12.748 1640 1644 1647 rVV2 10917 16864 0.16% 0.073%
44 12.783 1647 1650 1656 rVB3 10329 15508 ©0.15% 0.067%
45 13.347 1740 1746 1751 rBV 14214 20481 0.19% 0.089%
46 13.934 1838 1846 1851 rBV 81308 119482 1.13% ©0.519%
47 14.169 1878 1886 1891 rVV2 46646 88901 0.84% 0.386%
48 14.228 1891 1896 1909 rVB2 85706 151656 1.43% 0.658%
49 14.534 1941 1948 1955 rBV 371912 573056 5.42% 2.488%
50 14.745 1978 1984 1994 rBv4 12856 32123 0.30% 0.139%
51 14.880 2002 2007 2012 rBV4 15564 22482 0.21% 0.098%
52 15.527 2111 2117 2123 rVV 124302 194477 1.84% 0.844%
53 15.644 2131 2137 2147 rBV5 24289 45693 0.43% 0.198%
54 15.885 2169 2178 2184 rBV 43013 64896 0.61% 0.282%
55 16.067 2204 2209 2216 rBV4 14682 34927 ©0.33% 0.152%
56 16.185 2224 2229 2233 rVB6 8336 13229 0.13% 0.057%
57 16.255 2233 2241 2244 rVB8 5768 13224 0.13% 0.057%
58 16.449 2269 2274 2280 rvv4 12581 19048 0.18% 0.083%
59 17.278 2408 2415 2420 rVV 486133 767827 7.26% 3.334%
60 17.319 2420 2422 2427 rVV 60837 74899 0.71% 0.325%
61 17.377 2427 2432 2441 rVB 76407 121944 1.15% ©.529%
62 17.936 2522 2527 2532 rVB 57856 72119 0.68% 0.313%
63 18.159 2560 2565 2569 rBv4 31537 50309 0.48% 0.218%
64 18.347 2591 2597 2601 rBV3 11814 23525 0.22% 0.102%
65 18.658 2645 2650 2654 rBV6 13643 20430 0.19% 0.089%
66 18.705 2654 2658 2662 rVV4 13026 24104 0.23% 0.105%
67 18.741 2662 2664 2670 rVB2 17682 22229 0.21% 0.097%
68 18.893 2685 2690 2696 rBV5 8266 15642 0.15% 0.068%
69 18.964 2696 2702 2707 rVV3 17685 27315 0.26% 0.119%
70 19.075 2715 2721 2722 rBV5S 12404 17829 0.17% 0.077%
71 19.105 2723 2726 2734 rVB 63658 85352 0.81% 0.371%
72 19.234 2745 2748 2756 rVB4 22068 33612 0.32% 0.146%
73 19.328 2760 2764 2770 rVB 100782 143780 1.36% 0.624%
74 19.516 2792 2796 2801 rBV6 22101 31435 0.30% 0.136%
75 19.663 2816 2821 2825 rBV 212697 339887 3.21% 1.476%
76 19.769 2834 2839 2844 rVB4 21390 36063 0.34% 0.157%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acqg On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc :

ALS Vvial : 29 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 19.886 2856 2859 2865 rVB3 17559 24330 ©0.23% 0.106%
78 20.104 2892 2896 2899 rBV2 43912 56265 ©.53% 0.244%
79 20.133 2899 2901 2905 rVvV5 14840 19274 0.18% 0.084%
80 20.192 2906 2911 2915 rvVvB4 26179 40683 0.38% 0.177%
81 20.480 2957 2960 2963 rBvV4 7889 12488 ©0.12% 0.054%
82 20.685 2992 2995 2998 rvV5 12489 15031 0.14% 0.065%
83 20.909 3028 3033 3037 rBv4 24591 40365 ©0.38% 0.175%
84 21.120 3065 3069 3072 rVV4 14100 23052 0.22% ©0.100%
85 21.173 3076 3078 3081 rVV2 30982 39746 ©0.38% ©0.173%
86 21.214 3082 3085 3090 rVB5 24950 42402 0.40% 0.184%
87 21.343 3104 3107 3113 rBV7 12896 22892 0.22% ©.099%
88 21.408 3114 3118 3125 rVB 97416 137658 1.30% ©.598%
89 21.526 3131 3138 3144 rBV2 467264 824330 7.80% 3.579%
990 22.295 3264 3269 3274 rBV2 54106 81087 0.77% 0.352%
91 22.530 3306 3309 3316 rVB4 24256 40307 ©.38% 0.175%
92 22.947 3373 3380 3395 rBv2 280537 587473 5.56% 2.551%
93 23.306 3437 3441 3445 rBV6 11864 18890 ©0.18% 0.082%
94 23.529 3475 3479 3484 rVB7 10543 20651 ©0.20% ©.090%
95 23.741 3509 3515 3524 rVB3 96812 208633 1.97% 0.906%
96 24.369 3616 3622 3627 rBV2 14468 33616 ©.32% 0.146%
97 24.446 3627 3635 3642 rVW2 43432 107993 1.02% 0.469%
98 24.657 3662 3671 3684 rBV 290509 820531 7.76% 3.563%
99 25.162 3750 3757 3767 rBVe6 29794 84305 0.80% 0.366%
100 25.744 3849 3856 3866 rVB 43712 127850 1.21% ©.555%
Sum of corrected areas: 23030845
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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: BG058318.D\data.ms
147

5000000

4000000

3000000

2000000

8.212

1000000
5.797 6520
4087334616  5.3563%,903173 J\ 7. 06229861 5 B mER e S 498, TEQIBI0ARIS5S L1MA688 12.013 _ 120R%E

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ LA B B B L

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 12.50
Abundance TIC: BG058318.D\data.ms

5000000
4000000
3000000
2000000

1000000
14.534 17.278 21.526

13.347 13.9341228 ﬁzumo 1§§%Z&mm4g JIK?AD? 17.93015 3 1empaiai B 8 i 22.295530

Time--> 13.00 13.50 14.00 1450 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: BG058318.D\data.ms

o

5000000
4000000
3000000
2000000

1000000

D.947
0 A23 2663941 224369% 25.162 25.744

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@58318.D

Acq On : 19 Jul 2023 3:27

Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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.
'3.147 923.90 ng/ul 10572500  1,4-Dichlorobenzene-d4  7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidemecyclobutane 82 CeHto 001528-21-8 91

2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Cyclohexene 82 C6H10 000110-83-8 90

Abundance  Scan 10 (3.147 min): BG058318.D\data.ms (-5) (-)
67.0

m/z 67.00 100.00%

54.0
5000 39.0 82.0
‘ 3.203.303.403.503.60
oH_‘H_m,mmm}‘l“w“:\,”““,‘m”_m m/z 54.80  91.25%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
82.0
5000
3.203.303.403.503.60
41.0 ‘ m/z 82.00  43.46%
O\\‘\\\\‘\\\\’\\\\‘!‘\\\}H\‘1\‘\\‘}‘1’\\\‘\"‘1‘\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
3.203.303.403.503.60
5000 m/z 39.00  38.25%
41.0 82.0
27.0 ‘
S NS | ST P P
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1356: Cyclohexene T
67.0 3.203.303.403.503.60
54.0 m/z 41.00 35.70%
5000 39.0
82.0
27.0
m/z--> 10 20 30 40 50 60 70 80 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@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 TIsoprene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.334 4.17 ng/ul 47775 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoprene 68 C5H8 000078-79-5 64
2 Isoprene 68 C5H8 000078-79-5 58
3 Isoprene 68 C5H8 000078-79-5 53
4 1,3-Pentadiene 68 C5H8 000504-60-9 50
5 1,3-Pentadiene 68 C5H8 000504-60-9 49
Abundance Scan 212 (4.334 min): BG058318.D\data.ms (-207) (-) m/z 67.00 100.00%
67.0
39.0
96.0
5000
53.0 L )
81'0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘H | M ‘ 4.00 4.20 4.40 4.60
0ol bl el w2 es.ee 70.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #487: Isoprene
53.0 67.0
39.0
27.0
5000 L L R B B
4.00 4.20 4.40 4.60
m/z 38.95 66.20%
15.0 ‘
i il \‘ ‘HM m\“ |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #488: Isoprene
530 670
39.0
4.00 4.20 4.40 4.60
5000 27.0 m/z 96.08  52.50%
15.0
om"“H_‘MuH‘!‘!H‘HMHM!‘_m_m_mw
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #486: Isoprene R R ma
67.0 4.00 4.20 4.40 4.60
m/z 41.00 37.12%
53.0
5000 39.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 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@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 11
R.T. EstConc Area Relative to ISTD R.T.
5.356 5.64 ng/ul 64522 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentyne, 3-methoxy-3-methyl- 112 C7H120 022802-35-3 27
2 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 23
3 Dicyclopropyl carbinol 112 C7H120 014300-33-5 12
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 12
5 (CH3)2C=CHCN 81 C5H7N 004786-24-7 10
Abundance Scan 386 (5.356 min): BG058318.D\data.ms (-379) (-) m/z 83.00 100.00%
83.0
41.0
54.0
5000
69.0
T
M | 97‘-0 5.00 5.20 5.40 5.60
O B m_w!‘Hm\““wm“t el miz 4e.95  76.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7456: 1-Pentyne, 3-methoxy-3-methyl-
83.0
5000 LI L L L LA AL BN R B
5.00 5.20 5.40 5.60
43.0 %
‘ 970 m/z 42.00 66.80%
O\\\‘\\\\‘\\\\‘\\\\“‘\\\\‘M‘\‘\\“??\?i\\\\“‘\\\\‘\\\\‘\\J\-\l‘];.\o\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1592: 1,4-Pentadien-3-ol
55.0 83.0
N A EmmaRREEE SRR
5.00 5.20 5.40 5.60
5000 29.0 m/z 54.00 54.19%
42.0
90
ob-250 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7363: Dicyclopropyl carbinol R R
41.0 83.0 5.00 5.20 5.40 5.60
' m/z 39.00 52.33%
27.0
5000
ol 0 L gl ] 97,0, 1180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 2-Cyclohexen-1-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

5.797 48.65 ng/ul 549842 1,4-Dichlorobenzene-ds  7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Cyclohexen-1-0l1 98 C6H100 000822-67-3 93
-Cyclohexen-1-o0l 98 C6H100 000822-67-3 91
-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
-Methylene cyclopentanol 98 C6H100 020461-31-8 64
-Cyclohexen-1-0l1 98 C6H100 000822-67-3 59

uih wNnPE
NNNNN
ﬁZﬁﬁﬁ

Abundance Scan 461 (5.797 min): BG058318.D\data.ms (-451) (-) m/z 70.00 100.00%

70.0
5000 83.0
55.0
39.0 97.0

‘ ‘ ‘ 5.40 5.60 5.80 6.00 6.20
‘H“H“H‘w“u‘wm ”N‘w o Ll wyz s3.ee 47.11%

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

27.0
m/z 55.00  38.20%

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 37.15%
98.0
0 e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3585: 2-Cyclohexen-1-ol R R
70.0 5.40 5.60 5.80 6.00 6.20

m/z 69.00  32.54%

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@58318.D

Acq On : 19 Jul 2023 3:27

Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 21

R.T. EstConc Area Relative to ISTD R.T.
5.903 2.29 ng/ul 26262 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexene, 1-ethynyl- 106 C8H10 1000327-56-5 46
2 o-Xylene 106 C8H10 000095-47-6 43
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 43
4 o-Xylene 106 C8H1e 000095-47-6 43
5 p-Xylene 106 C8H10 000106-42-3 38
Abundance Scan 479 (5.903 min): BG058318.D\data.ms (-474) (-) m/z 91.00 100.00%
91.0
5000
54.0 \
 Amma
‘ ‘ H‘ ‘ 1470 2069 354 5.60 5.80 6.00 6.20
ST 1 8 B Y W b m/z 106.00  44.05%
mlz--> 50 100 150 200 250 300 350
Abundance #5752: 1-Cyclohexene, 1-ethynyl-
91.0
5000 \ L B R R B R
39.0 5.60 5.80 6.00 6.20
‘ m/z 80.00 34.23%
0 \‘H‘“ “\ L B L B I
miz--> 50 100 150 200 250 300 350
Abundance #5719: o-Xylene
91.0
EAEEaaREEESL
5.60 5.80 6.00 6.20
5000 m/z 53.95 29.75%
51.0 ‘
obmddl b
miz--> 50 100 150 200 250 300 350
Abundance #5749: Benzene, 1,3-dimethyl- EAEEmEEE T
91.0 5.60 5.80 6.00 6.20
m/z 105.10  24.82%
5000
39.0 ‘
ol }“H‘”“”w R O 5 NS | S
m/z--> 50 100 150 200 250 300 350 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Wed Jul 19 ©9:01:57 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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, 1-chloro-2-(1... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.173 9.40 ng/ul 107553  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 56
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 50
4 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 50
5 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 45
Abundance Scan 525 (6.173 min): BG058318.D\data.ms (-519) (-) m/z 81.00 100.00%
81.0
5000
530 7SS i GHBS—, W
‘ ‘ 116.0 5.80 6.00 6.20 6.40
[ E— ‘m““h el b m/z 79.00  47.31%
miz--> 20 60 80 100 120 140 160
Abundance #9436: Cyclopropane, 1-chloro-2-(1-propenyl)-
81.0
5000 L L L L LI LN B
53.0 5.80 6.00 6.20 6.40
27.0 H M 1160 m/z 53.00 26.02%
O\\\\’\“\\ \\\‘\\\\\\\\“\\\!“\\\\‘\\\\‘\\\
m/z--> 80 100 120 140 160
Abundance #36451.Cyd0hexene,34nomo—
81.0
S EAEmaxs e
5.80 6.00 6.20 6.40
5000 m/z 80.00 24.15%
53.0
27.0
0 D 101011901380 1600
B T e A e
miz--> 20 40 60 80 100 120 140 160
Abundance #36450: Cyclohexene, 3-bromo- A RARERL R RN
81.0 5.80 6.00 6.20 6.40
m/z 39.00 17.93%
5000
270 230
0 “ Il 119.0 160.0
““,““ e = B ERAmmanaEE
m/z--> 60 80 100 120 140 160 5.80 6.00 6.20 6.40

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:01:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 78.09 ng/ul 893640 1,4-Dichlorobenzene-d4 7.894

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 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 42
Abundance Scan 584 (6.520 min): BG058318.D\data.ms (-577) (-) m/z 68.00 100.00%
68.0
5000 /\
39.0 AR R mmE
H 6.20 6.40 6.60 6.80
(

ol dlod 980 1469 1930 2804  n/; 96.00  29.73%

miz-> 50 100 150 200 250

Abundance #3152: 2-Cyclohexen-1-one

68.0
5000 UL L B L B R
6.20 6.40 6.60 6.80
39.0 L m/z 38.95 22.90%
0 T T ‘\ HH ‘h‘\ “\ T 9\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3151: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80
5000 m/z 40.00 19.33%
39.0
miz--> 50 100 150 200 250
Abundance #3153: 2-Cyclohexen-1-one R ERAREEEEEEEEEA
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.88%
5000
39.0 L
0 | HH il 9

m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Wed Jul 19 ©9:01:58 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 Cyclohexanone, 2-hydroxy- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.612 2.10 ng/ul 24019 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 90
2 Cyclohexanone, 2-hydroxy- 114 C6H1002 000533-60-8 72
3 5-Ethyl-3H-1,3,4-oxadiazol-2-one 114 C4HeN202 037463-36-8 58
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 38
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 33
Abundance Scan 770 (7.612 min): BG058318.D\data.ms (-764) (-) m/z 57.00 100.00%
57.0 70Q.0
5000
44.0
T CIAN SL SRRV
m | 838 114.0 7.20 7.40 7.60 7.80 8.00
Obrrereerrerrred i e e m/z 70,00 92.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8162: Cyclohexanone, 2-hydroxy-
57.0 70.0
5000 DL B LA B N
44.0 7.20 7.40 7.60 7.80 8.00
28.0 114.0 m/z 44.00  34.29%
O\\‘\H\‘\\\‘!“H\\‘}‘H\\\‘\‘1‘}!’\H”“\\H‘Bﬂ.:{()\‘\\9\81-‘()\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8158: Cyclohexanone, 2-hydroxy-
57.0 70.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 55.00 28.62%
44.0
290 114.0
ol 20 b Ml L 850 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8015: 5-Ethyl-3H-1,3,4-oxadiazol-2-one R R
70.0 7.20 7.40 7.60 7.80 8.00
410 57.0 m/z 39.00 22.78%
114.0
5000
270 .
0 ol 99,0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 09:01:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.971 5.75 ng/ul 65777 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 94
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 91
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 83
4 4-Octene, (E)- 112 C8H16 014850-23-8 59
5 3-Ethyl-3-hexene 112 C8H16 016789-51-8 50
Abundance Scan 831 (7.971 min): BG058318.D\data.ms (-825) (-) m/z 55.00 100.00%
55.0
5000
39.0 ) 112.0 T T T T
H\ H 67.9 970 ‘ 7.60 7.80 8.00 8.20
o"_mwwwm‘iu‘:w‘w\uwm‘wa”ww m/z 56.95 21.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 L L BN I L LI L I
27.0
39.0 112.0 7.60 7.80 8.00 8.20
m/z 112.00 20.35%
68.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 70xab|cyclo[410]heptan 2-one
5:
SRS I
7.60 7.80 8.00 8.20
5000 m/z 38.95 18.44%
41.0 83.0 112.0
b0 R |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance HT247: 70xab|cyc|o[410]heptan 2-one R A REARAREL RS
55.0 7.60 7.80 8.00 8.20
m/z 41.00 17.33%
5000
280 44 68.0 112.0
83.0
| L L
0‘Wm‘mWm‘!‘u“MwumuwuH‘HMHH‘MW T R
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 ©9:01:59 2023 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.071 11.20 ng/ul 128152 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methacrolein 70 C4H60 000078-85-3 27

2 Cyclobutane, methylene- 68 C5H8 001120-56-5 22

3 Cyclopentanemethanol 100 C6H120 003637-61-4 16

4 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 12

5 1,3-Pentadiene 68 C5H8 000504-60-9 12

Abundance Scan 848 (8.071 min): BG058318.D\data.ms (-841) (-) m/z 56.95 100.00%

57.0
70.0
5000
39.0

“ | I o 7.80 8.00 8.20 8.40
ob el gl D 890 hz 7e.ee 78.39%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #600: Methacrolein
41.0 70.0

5000 T T T
7.80 8.00 8.20 8.40

m/z 67.95 55.72%

29.0
550
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #528: Cyclobutane, methylene-
67.0
40.0

\\\‘\\\\‘\\\\’\\\\‘\\\V

7.80 8.00 8.20 8.40

o

5000 m/z 67.00  50.31%
53.0
27.0 ‘
0 R | O NPT R —
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4325: Cyclopentanemethanol R R R
41.0 67.0 7.80 8.00 8.20 8.40

m/z 57.95 36.53%

27.0
‘ 54.0 82.0
0 150 H‘ H} m”\‘ | 1

m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Wed Jul 19 ©9:01:59 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.147 9.69 ng/ul 110904 1,4-Dichlorobenzene-d4 7.894

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 25
3 Acetonitrile, ethoxy- 85 C4H7NO 062957-60-2 22
4 Propanal, 2-methyl-, oxime 87 C4H9NO 000151-00-8 17
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 10
Abundance Scan 861 (8.147 min): BG058318.D\data.ms (-855) (-) m/z 56.95 100.00%
57.0 70.0
5000
41.0
N RRARALEEEES R
‘ ‘ 83.0 96.0 7.80 8.00 8.20 8.40

Ol bl Wl B30 L wz 7e.ee  s4.65%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0 70.0
29.0

5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
30 7.80 8.00 8.20 8.40
m/z 71.00 39.37%
150 WLl 2o se0
O\\‘\\H}‘\\1}}\\\‘!‘\\\\“}\\\“\‘\H\\‘\\‘\“‘\‘\\\‘\\w\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
R ARRaRmaESEREE
7.80 8.00 8.20 8.40
5000 m/z 41.00 34.22%
27.0 57.0
M “ ‘ 85.0 114.0
e H i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1748: Acetonitrile, ethoxy- R RANE AN e

70.0 7.80 8.00 8.20 8.40
m/z 57.95 33.27%

5000
41.0
27.0
o | oo | a MK
0 Al [ L | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Wed Jul 19 ©9:01:59 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.212 169.76 ng/ul 1942680 1,4-Dichlorobenzene-d4 7.894

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 83
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 50
Abundance Scan 872 (8.212 min): BG058318.D\data.ms (-865) (-) m/z 57.00 100.00%
57.0
5000
410 800 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
H M 980 116.0 134.0 7.80 8.00 8.20 8.40 8.60
om‘_‘H“”Hu”‘qm“u e nh m/z 80.00 23.77%
miz--> 20 60 80 100 120 140
Abundance #17285.2-Chmrocydohexano
57.0
5000 L N L R R
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 80.95 15.87%
L) 1520 a0 10
O\\\\‘Z\G‘\p\\“u \‘\H‘\“‘\“\MM”“ \“\ \“‘\\\}.‘\\\‘1‘\
miz-> 20 40 60 80 100 120 140
Abundance #17288: 2-Chlorocyclohexano
57.0
R
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 14.88%
80.0
41.0
98.0 134.0
[o ) N ‘2‘6\‘9‘ : ‘m \H‘ L \‘\\‘HH \‘u\“\‘ !h‘ “‘ : ‘1‘1(‘3‘0‘ L -
miz--> 20 40 60 80 100 120 140
Abundance #17286: 2-Chlorocyclohexanol R e RRRR AN
57.0 7.80 8.00 8.20 8.40 8.60
m/z 44.00 14.64%
5000
41.0 800
98.0
M. SOV Wl L T O |
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 ©9:02:00 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 Cyclohexanone, 2-chloro- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.576 2.19 ng/ul 25097 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-chloro- 132 C6H9C10 000822-87-7 52
2 Cyclohexanone, 2-chloro- 132 C6H9C10 000822-87-7 50
3 Cyclohexanone, 2-chloro- 132 C6H9C10 000822-87-7 38
4 2H-Pyrrol-2-one, 1,5-dihydro-1-m... 97 C5H7NO 013950-21-5 32
5 Imidazole, 2-methylamino- 97 C4H7N3 005146-52-1 12
Abundance Scan 934 (8.576 min): BG058318.D\data.ms (-931) (-) m/z 55.00 100.00%
55.0
5000
132.0
39 97.0
‘ ‘74.9 ‘ ‘ 8.20 8.40 8.60 8.80
(IR —— all - m‘w“uu“ S . m/z 42.080  51.27%
miz-> 20 40 60 80 100 120 140
Abundance #16514: Cyclohexanone, 2-chloro-
55.0
5000 L L B LI L A I LR I
89.0 132.0 8.20 8.40 8.60 8.80
39 m/z 41.00 40.74%
180 | p-0
O T T \“ \“1‘\ \‘} ‘\ \‘\M} “\ ‘\‘\ H“‘ T \“\ “‘0\4\()\ T ‘ L \“\ ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16512: Cyclohexanone, 2-chloro-
55.0
R RaEEE N R
39 8.20 8.40 8.60 8.80
5000 m/z 132.00 31.68%
88.0 132.0
Lo |
15.0
0Lt A Jw il H) o W BOHO
miz--> 20 40 60 80 100 120 140
Abundance #16513: Cyclohexanone, 2-chloro- R RmmmEE s R
55.0 8.20 8.40 8.60 8.80
m/z 97.00 24.71%
5000 97.0
132.0
39
‘ 7ﬁ).o
ol-120 “ llly sl Il . . b 140 | PV LY.
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

SFAM-EPA-BGO71723.MA.M Wed Jul 19 ©9:02:00 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 (DEL) Alkane: Cyclic8.652 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.652 3.88 ng/ul 44445  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 50
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 50
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 49
4 Hexane, 1-(hexyloxy)-4-methyl- 200 C13H280 074421-20-8 42
5 2-Pyrrolidinemethanamine, N-meth... 114 C6H14N2 066411-54-9 40
Abundance Scan 947 (8.652 min): BG058318. D\data ms (-941) (-) m/z 70.00 100.00%
5000 410
. 83.0 M

8.0 e e e

‘ ‘ ‘ ‘ 8.40 8.60 8.80 9.00
o"_‘H_MW\HWMHH Al msz s7.e0  85.09%

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

Abundance #3805: Cyclopentane, 1,3-dimethyl-

70.0
55.0
41.0
5000 UL L L I L B L
8.40 8.60 8.80 9.00
27.0 83.0
: 98.0 m/z 41.00 35.79%
S TR T O
0\\‘\\‘\\‘\\\!‘\\\\l\‘\\\“\l\\‘\‘\‘\‘} ‘\\\‘\“w\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3588: 2-Cyclohexen-1-0
70.0
R
8.40 8.60 8.80 9.00
m/z 83.00 35.19%
5000 83.0 98.0
41.0 55.0
R )
0“_‘H“H‘_“WMH‘NMJW P T [ X R R
miz--> 10 20 30 40 50 60 70 80 90 100 N
Abundance #3634: 2-Methylene cyclopentanol S VY N
70.0 8.40 8.60 8.80 9.00
m/z 43.95 33.17%
41.0 550 83.0
5000 97.0
27.0
0 SRRt e R
m/z--> 10 20 30 40 0 60 70 80 90 100 8.40 8.60 8.80 9.00

SFAM-EPA-BGO71723.MA.M Wed Jul 19 ©9:02:00 2023 Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 Cyclohexane, 1,2-dichloro-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.887 10.54 ng/ul 120661 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 90
2 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
3 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 59
4 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 59
5 Cyclohexene, 1-chloro- 116 C6HOC1 000930-66-5 53
Abundance Scan 987 (8.887 min): BG058318.D\data.ms (-982) (-) m/z 81.00 100.00%
81.0
5000
410 UL L B I LA AL B
H ‘ ‘ 116.0 207.0 8.60 8.80 9.00 9.20
0“H“HuMHMWWWﬂ‘Mw“u‘w@“w“u“u“u“_‘1‘ m/z 80.00 51.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29712: Cyclohexane, 1,2-dichloro-, trans-
81.0
5000 UL L B I L L BN
8.60 8.80 9.00 9.20
39.0 m/z 79.00 18.45%
O ?‘?\P\‘H T \‘H\ \”Mm\ “‘i“\ \U ‘\ [y T \]\-:\L?‘(\)\ TT ‘]\-\5\2\.(‘)\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37910: Bi-2-cyclohexen-1-yl
81.0
8.60 8.80 9.00 9.20
5000 m/z 41.00 18.43%
41.0
or Ll 10401290 1540
o L m e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1282: 1H-Pyrrole, 1-methyl- A e A AAA
81.0 8.60 8.80 9.00 9.20
m/z 38.95 14.10%
5000
53.0
7o)l )
0“ﬂ‘Wunw‘ﬂ“m‘ﬂ‘H“_“‘_“w“u“‘u“u“‘u‘ R A ERE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 unknown-@5 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.193 3.85 ng/ul 44068 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentyne, 5-methoxy- 98 C6H100 062108-18-3 43
2 4,4-Dimethyl-3-oxopentanenitrile 125 C7H11NO 059997-51-2 25
3 1H-Pyrrole, 2,5-dihydro-1-nitroso- 98 C4H6N20 010552-94-0 25
4 N-Pyrrylcarbinol 97 C5H7NO 092776-61-9 23
5 Furan, tetrahydro-3-methyl-4-met... 98 C6H100 061142-01-6 18

Abundance Scan 1039 (9.193 min): BG058318.D\data.ms (-1035) (-) m/z 57.00 100.00%

41.0 57.0
97.0
5000 79.0
‘ ‘ ‘ ‘ 8.80 9.00 9.20 9.40 9.60
Obrerpeerrprreepree b AL Bt w2 a1.e0  96.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3597: 2-Pentyne, 5-methoxy-
41.0 67.0
97.0
5000 ‘\\\\‘\\\\‘\\\V‘\\\\/\‘W\\M\
2710 8.80 9.00 9.20 9.40 9.60
0 83.0
m/z 67.60 55.00%
O\H’\H\‘\\\\‘\\\‘llm\\lh\}}
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12401: 4,4-Dimethyl-3-oxopentanenitrile
410 57.0 /\\
Mﬂ%“wwww
8.80 9.00 9.20 9.40 9.60
5000 m/z 97.00  53.33%
27.0
0 13w0\ww82°1250
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3426: 1H-Pyrrole, 2,5-dihydro-1-nitroso- ‘H““‘H““‘_““‘
41.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 47.80%
5000 98.0
67.0
‘H 81.0
0 ‘H,‘HwHHM_mh‘!‘wHHuuHwuw”_Wwwww I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 unknown-06 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
lo.080  4.26 ng/ul 85525 Naphthalene-ds 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silicic acid, diethyl bis(trimet... 296 ClOH2804Si3  @03555-45-1 40

2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H500751i8 019095-24-0 37
3 9H-Fluorene-4-carboxylic acid, 9... 327 C22H17NO2 1000482-91-9 32
4 Tetrasiloxane, decamethyl- 310 C1eH3003Si4 000141-62-8 27
5 3-Cyano-4-fluorobenzylamine, TMS 222 C11H15FN2Si 1000497-68-2 27

Abundance Scan 1190 (10.080 min): BG058318.D\data.ms (-1182) (- m/z 73.00 100.00%
3.0

207.1
5000
147.0 an A
281.0341.1 ' ol I
‘ | ‘ 400.9 475.1 10.00
o ‘K‘“M ey M - o e e e m/z 207.10 64.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
5000 e \
281.0 10.00
' m/z 193.00 33.66%
73.0 133.0
0 \\\“\\U\\‘\‘\\h\]\u\u\f‘“‘\‘\\‘\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1
73.0
I — L W‘M&M
10.00
5000 207.0 m/z 147.00  22.24%
281.0
147.0 341.0
| || 429.0 503.0563.(
o) RIS NSRS B 3 LS WY W MU G dhelib 8
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233256: 9H-Fluorene-4-carboxylic acid, 9-oxo-, (2,5-dim Cop mmﬂ
207.0 10.00
m/z 341.10 17.21%
5000
327.0
77.0
Obrroner 0801 | 2080 L L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 Carbonochloridic acid, decy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.169 3.10 ng/ul 88901  Acenaphthene-dile 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonochloridic acid, decyl ester 220 C11H21C102 055488-51-2 91
2 1-Dodecanol 186 C12H260 000112-53-8 90
3 Cyclodecane 140 C10H20 000293-96-9 89
4 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 81
5 n-Heptadecanol-1 256 C17H360 001454-85-9 72

Abundance Scan 1886 (14.169 min): BG058318.D\data.ms (-1878) (- m/z 55.00 100.00%

55.0
83.0
5000
111.0 e T
‘ 140.0 14.00 14.50
o' m_‘l‘_m;‘m_m‘m m/z 42.95 92.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #98442: Carbonochloridic acid, decyl ester
55.0
83.0
5000 v/\mﬁwﬂm‘“\/\
14.00 14 50
29.0 111.0 m/z 41.00 84.10%
N \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61045: 1-Dodecano
55.0
83 0 /V“M‘MM)A‘WA?/\A
14.00 14 50
m/z 68.95 83.50%
5000 290
111.0
140.0
I LM s
(RN 1 S SN RN Y GBS s
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20643: Cyclodecane
55.0 14.00 14.50
m/z 56.00 78.13%
5000 83.0
29.0
111.0 140.0
0 “1‘_‘““‘_”‘1‘”H_mw
m/z--> 20 40 60 80 100 120 140 160 180 14 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 21 Benzophenone Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.885 2.26 ng/ul 64896  Acenaphthene-di0 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H1e0 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2178 (15.885 min): BG058318.D\data.ms (-2169) (-  m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— e
15.50 16.00
152.0
Ol el I 1200 0 myz 77.00  67.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 P pea
15.50 16.00
51.0 o
m/z 182.00  58.30%
o2t || 1pp0 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
‘ T T ‘[\ T
770 182.0 15.50 16.00
5000 ' ' m/z 51.00 29.19%
51.0
‘ ‘ 1260 1520
e M TN
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0 15.50 16.00
m/z 181.00 9.05%
77.0
5000 182.0
51.0
R L B e e e R — —
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 22 1@-Octadecenoic acid, methy... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
19.105 2.22 ng/ul 85352  Phenanthrene-d1e 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
4 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 87
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 83

Abundance Scan 2726 (19.105 min): BG058318.D\data.ms (-2723) (- m/z 55.00 100.00%

55.0
5000
P e
180.0 222.3 264.1 19.00 19.50
0 m/z 69.00 68.22%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
58.0
5000 — e
87.0 19.00 19.50
‘ 264.0 m/z 41.00 56.62%
23.0 222.0
180.0
ok H‘ H‘\“ “ d uﬂh\ “\mwu‘h “Hh‘nu‘ 1‘ e }\L e ““ ‘2‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
P e
19.00 19.50
5000 ITI/Z 73.95 55.95%
87.0
264.0
250 1800 222.0 ‘
ol u“ \MH\‘ [t ot | 2960
miz--> 50 100 150 200 250 300 A
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester ! R L R RAT -
55.0 19.00 19.50
m/z 83.00 54.80%
5000 8r.0
23.0
‘ ‘ WA ‘ 180.0 222.0 264.02960
02‘5“0“‘\“ s Hw\‘\“‘d”‘mh\“\ w‘\‘\ wly ! - M N ‘H‘ : “" — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 23 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.947  14.25 ng/ul 587473  Chrysene-d12 21.526
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 Octadecanamide 283 C18H37NO 000124-26-5 72
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 64
5 Dodecanamide 199 C12H25NO 001120-16-7 53

Abundance Scan 3380 (22.947 min): BG058318.D\data.ms (-3373) (- m/z 58.95 100.00%

59.0
5000
97.0 23.00
0. ““H‘ b 5011030 2401 2081 3370 L, 25 05 61.70%
m/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 T
1370 /z 55 2200 53.97%
97.0 337( m/z . . 0
ob IRl 1030 2000 2000 3]
m/z--> 50 100 150 200 250 300
Abundance #174773: 9-Octadecenamide, (2)-
59.0
——
23.00
5000 m/Z 43.00 34.66%
114.0 281.0
oto0 | 4y 11401500 13002380 *T0
m/z--> 50 100 150 200 250 300
Abundance #177477: Octadecanamide —
59.0 23.00
m/z 41.00 29.92%
h JL
0 ‘ H‘ i :\I\-Z?O 185.0 2490 28ﬁ0
| “““‘ L B LA A e e e —
m/z--> 100 150 200 250 300 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.741 5.09 ng/ul 208633  Perylene-di2 24.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 3515 (23.741 min): BG058318.D\data.ms (-3509) (- m/z 57.00 100.00%
57.0

%

5000
9.0
23.50 24.00
14111331
ol ‘L M L “ b 280 3549 n/7 71,00 58.63%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 —7 —

23.50 24.00
m/z 43.00 52.47%

9.0
| L ‘ |1 1410183.0225.0267.0  338.0

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane

o
(6]
| _
o -

23.50 24.00
5000 m/z 85.10 41.90%
ol L L % ‘1‘410183022502670 323.0 380.
e e e
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T —
57.0 23.50 24.00
m/z 55.00 18.69%
5000
9.0
50 | | ||| 14101830 2400 IR

m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58318.D

Acq On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc

ALS vial : 29 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 25 16-Octadecenal Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
25.163 2.05 ng/ul 84305  Perylene-di12 24.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 81
2 Hexadecanal 240 C16H320 000629-80-1 81
3 Eicosanal- 296 C20H400 002400-66-0 74
4 14-Octadecenal 266 C18H340 056554-89-3 74
5 Tetracosanal 352 C24H480 057866-08-7 74

Abundance Scan 3757 (25.162 min): BG058318.D\data.ms (-3750) (-  m/z 57.00 100.00%
57.0

96.0
5000
—— —
H1329 265.0 25.00 25.50
oL ‘UWLM\ ‘MWWHM H\‘\ M‘JL“M‘\"“‘gﬁﬁ- m/z 43.00 82.67%
m/z--> 50 100 150 200 250 300 350
Abundance #155913: 16-Octadecenal
82.0
43.0
5000 — ——
25.00 25.50
m/z 82.05 70.45%
252.
\L | hjm\u 16802070 *°F°
0 \\W“H L mhw T L
m/z--> 50 100 150 200 250 300 350
Abundance #123919: Hexadecanal
43.0 82.0
|
—— —
25.00 25.50
5000 ITI/Z 55.00 66.33%
24.0
LT, oo
I R T N S —
m/z--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal- T ——
82.0 25.00 25.50
43.0 m/z 96.00 56.50%
5000
w240 278.0
oL LALALLL1 ses0zm0 2RO R
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
BGO58318.D

: 19 Jul 2023 3:27
: CG/JU
: 03444-20

: 29  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
25.744 3.12 ng/ul 127850  Perylene-d12 24.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 3856 (25.744 min): BG058318.D\data.ms (-3849) (- m/z 57.00 100.00%
57.0

5000

%

99.1
25.50 26.00

41.1 197 2 266.8
62.38%

ow‘q“‘h w“ bl .~ m/z 71.00
miz--> 50 100 150 200 250 300 350

Abundance #194597: Pentadecane, 8-hexyl-

IS
W
o

5000 85.0
25.50 26.00
6.0 m/z 43.00 50.47%
127.0
O\ “‘hh‘ ‘h “‘\\‘\\“\\\ H “ \2\3\9‘0\2\8\0\()‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
— —
25.50 26.00
5000 m/z 85.00 47.47%
99 182.0
ol LU 14303820 pps0 2010 35
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- 7 —
57.0 25.50 26.00
m/z 55.00 22.99%
o MM\\NM/\/WWW
99.0
239.0
ol dlil] 10830 =P mi0m30
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58318.D

Acqg On : 19 Jul 2023 3:27
Operator : CG/JU

Sample : 03444-20

Misc :

ALS Vvial : 29 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... 3.147 923.9 ng/ul 10572500 1 7.894 228866 20.0
Isoprene 4.334 4.2 ng/ul 47775 1 7.894 228866 20.0
unknown-01 5.356 5.6 ng/ul 64522 1 7.894 228866 20.0
2-Cyclohexen-1-0l 5.797 48.0 ng/ul 549842 1 7.894 228866 20.0
unknown-02 5.903 2.3 ng/ul 26262 1 7.894 228866 20.0
Cyclopropane, 1... 6.173 9.4 ng/ul 107553 1 7.894 228866 20.0
2-Cyclohexen-1-one 6.520 78.1 ng/ul 893640 1 7.894 228866 20.0
Cyclohexanone, 7.612 2.1 ng/ul 24019 1 7.894 228866 20.0
7-Oxabicyclo[4.... 7.971 5.8 ng/ul 65777 1 7.894 228866 20.0
unknown-03 8.071 11.2 ng/ul 128152 1 7.894 228866 20.90
unknown-04 8.147 9.7 ng/ul 110904 1 7.894 228866 20.0
2-Chlorocyclohe... 8.212 169.8 ng/ul 1942680 1 7.894 228866 20.0
Cyclohexanone, ... 8.576 2.2 ng/ul 25097 1 7.894 228866 20.0
(DEL) Alkane: C... 8.652 3.9 ng/ul 44445 1 7.894 228866 20.0
Cyclohexane, 1,... 8.887 10.5 ng/ul 120661 1 7.894 228866 20.0
unknown-05 9.193 3.9 ng/ul 44068 1 7.894 228866 20.0
unknown-06 10.080 4.3 ng/ul 85525 2 10.697 401909 20.0
Carbonochloridi... 14.169 3.1 ng/ul 88901 3 14.534 573056 20.0
Benzophenone 15.885 2.3 ng/ul 64896 3 14.534 573056 20.0
10-Octadecenoic... 19.105 2.2 ng/ul 85352 4 17.278 767827 20.0
13-Docosenamide... 22.947 14.3 ng/ul 587473 5 21.526 824330 20.0
(DEL) Alkane: S... 23.741 5.1 ng/ul 208633 6 24.657 820531 20.0
16-Octadecenal 25.163 2.0 ng/ul 84305 6 24.657 820531 20.0
(DEL) Alkane: S... 25.744 3.1 ng/ul 127850 6 24.657 820531 20.0
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