LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acqg On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc :

ALS Vvial : 14 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: BGO58342.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.123 3 6 9 rBV 2442401 3616242 100.00% 20.013%
2 3.611 86 89 96 rvB 20707 28640 0.79% 0.158%
3 3.746 105 112 123 rBV3 63661 158634 4.39% 0.878%
4 3.864 128 132 136 rW 32856 48218 1.33% 0.267%
5 3.911 136 140 146 rVwV 28405 48952 1.35% 0.271%
6 3.987 149 153 160 rVB 29506 48215 1.33% 0.267%
7 4.069 160 167 176 rBV2 246726 424478 11.74%  2.349%
8 4.151 176 181 189 rWV 91655 151936 4.20% 0.841%
9 4.234 189 195 202 rVvV 125062 194122 5.37% 1.074%
10 4.304 202 207 218 rVB 167182 263720 7.29% 1.459%
11  4.451 227 232 241 rBV3 76705 130429 3.61% 0.722%
12 4.586 249 255 258 rBV 26971 47939 1.33% 0.265%
13  4.639 258 264 267 rVW 432525 669187 18.51% 3.703%
14 4.674 267 270 274 rVW 238405 363317 10.05% 2.011%
15 4.715 274 277 284 rVB 127494 174304 4.82% 0.965%
16 4.851 296 300 304 rBvV2 19837 25791 0.71% 0.143%
17 5.080 332 339 345 rBV3 35271 61079 1.69% ©.338%
18 5.356 381 386 394 rBv2 43808 83824 2.32% 0.464%
19 5.791 451 460 465 rBv2 206089 409159 11.31% 2.264%
20 5.832 465 467 472 rVB2 53193 67295 1.86% ©.372%
21 5.891 472 477 490 rBvV2 116461 327432 9.05% 1.812%
22 6.178 521 526 532 rVB3 36900 71254 1.97% 0.394%
23 6.402 554 564 572 rBV2 86974 223514 6.18% 1.237%
24 6.519 578 584 592 rVB 257655 443964 12.28% 2.457%
25 6.725 610 619 624 rBvV2 40299 99864 2.76% ©.553%
26 6.772 624 627 633 rVW6 16122 36125 1.00%  ©0.200%
27 7.060 670 676 683 rVW 44189 88973  2.46% 0.492%
28 7.130 683 688 693 rVB3 35439 60239 1.67% 0.333%
29 7.224 698 704 712 rVV 47093 78477 2.17% 0.434%
30 7.430 731 739 746 rBV 49262 100743 2.79% 0.558%
31 7.577 756 764 772 rBV3 89068 193924 5.36% 1.073%
32 7.829 802 807 812 rVvVv4 19988 32733 0.91% 0.181%
33 7.894 812 818 825 rW 130487 216397 5.98% 1.198%
34 7.971 825 831 836 rVW3 17236 29827 0.82% 0.165%
35 8.065 841 847 854 rVwW2 70017 143859 3.98% 0.796%

36 8.141 854 860 866 rvw4 95284 210320 5.82% 1.164%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acqg On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc :

ALS Vvial : 14 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 8.211 866 872 886 rVB 333975 616243 17.04%  3.410%
38 8.429 900 909 912 rBV5 14476 33592 ©0.93% 0.186%
39 8.664 944 949 954 rBVe6 10249 24114 0.67% 0.133%
40 8.717 954 958 968 rvB4 35021 68997 1.91% 0.382%
41 8.852 972 981 987 rBv4 55639 152732 4.22% 0.845%
42 8.916 988 992 997 rVB4 25960 49675 1.37% 0.275%
43  9.057 1010 1016 1027 rVB 66018 136450 3.77% 0.755%
44  9.198 1035 1040 1044 rBV7 13935 26514 0.73% 0.147%
45 9.339 1060 1064 1070 rBV5 26553 50048 1.38% 0.277%
46 9.439 1078 1081 1087 rBv4 14956 35236 0.97% 0.195%
47  9.498 1087 1091 1102 rVV9 21767 59712 1.65% 0.330%
48 9.780 1133 1139 1146 rVB2 49720 97636 2.70%  0.540%
49 10.045 1178 1184 1197 rBvV3 53361 202242 5.59% 1.119%
50 10.321 1221 1231 1237 rBV3 46634 109226 3.02% 0.604%
51 10.550 1261 1270 1276 rBV 40178 78461 2.17% 0.434%
52 10.697 1283 1295 1306 rBV 203000 392060 10.84% 2.170%
53 10.867 1317 1324 1329 rBV 32646 59708 1.65% 0.330%
54 11.073 1351 1359 1364 rBV4 39451 107375 2.97% 0.594%
55 11.331 1397 1403 1405 rVvV 42042 75401 2.09% 0.417%
56 11.361 1405 1408 1413 rVV2 54706 99410 2.75% ©.550%
57 11.419 1413 1418 1427 rVV3 53454 143055 3.96% 0.792%
58 11.502 1427 1432 1440 rVB3 45025 86454 2.39% 0.478%
59 11.613 1445 1451 1458 rBv4 14526 31017 0.86% 0.172%
60 11.889 1493 1498 1501 rBv4 15042 28580 0.79% 0.158%
61 12.136 1533 1540 1550 rBV5 18716 40544  1.12% 0.224%
62 12.254 1554 1560 1563 rBV7 11850 26904 0.74% 0.149%
63 12.424 1583 1589 1593 rwV 41696 66066 1.83% 0.366%
64 12.577 1609 1615 1622 rVB2 29160 54021 1.49% 0.299%
65 12.747 1638 1644 1647 rBV3 30052 50393 1.39% 0.279%
66 12.900 1663 1670 1673 rBV2 24741 42995 1.19% 0.238%
67 12.935 1673 1676 1681 rVVv2 28252 39522 1.09% 0.219%
68 13.934 1840 1846 1854 rVV 173973 246160 6.81% 1.362%
69 14.228 1890 1896 1905 rVB 153689 255763 7.07% 1.415%
70 14.533 1940 1948 1955 rBV 358555 558230 15.44%  3.089%
71 14.651 1963 1968 1977 rVB 45530 68904 1.91% 0.381%
72 14.739 1977 1983 1987 rBV3 31306 62396 1.73% 0.345%
73 14.774 1987 1989 1995 rVB5 23949 32242 0.89% 0.178%
74 15.520 2110 2116 2124 rVV 249423 390244 10.79%  2.160%
75 15.644 2131 2137 2145 rVB 47437 79672 2.20% 0.441%

76 15.785 2151 2161 2166 rVB 76533 119134  3.29% 0.659%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acqg On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc :

ALS Vvial : 14 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 15.885 2169 2178 2184 rVV 29981 51605 1.43% 0.286%
78 16.390 2260 2264 2270 rVWW2 16456 24329 0.67% ©.135%
79 16.502 2277 2283 2288 rVB2 25806 40324 1.12% 0.223%
80 17.148 2388 2393 2397 rBV3 30649 45424 1.26% 0.251%
81 17.277 2406 2415 2426 rBV 455458 755093 20.88% 4.179%
82 17.377 2426 2432 2440 rVB 94499 151190 4.18% 0.837%
83 17.724 2487 2491 2494 rVV3 19740 30080 0.83% 0.166%
84 17.859 2509 2514 2520 rBV3 25693 41372 1.14% 0.229%
85 18.159 2561 2565 2570 rBV2 41164 58810 1.63% ©.325%
86 18.341 2591 2596 2601 rBV8 19136 27791 0.77% 0.154%
87 18.658 2642 2650 2655 rBV2 39551 77935 2.16% 0.431%
88 19.234 2742 2748 2753 rVW9 12856 32821 ©.91% 0.182%
89 19.334 2761 2765 2768 rVB 22205 33728 0.93% 0.187%
99 19.663 2816 2821 2833 rVB2 284185 435791 12.05% 2.412%
91 20.902 3028 3032 3036 rBV 98422 114757 3.17% ©.635%
92 21.408 3114 3118 3123 rBV 61410 79267 2.19% 0.439%
93 21.525 3132 3138 3155 rVB2 426094 720644 19.93% 3.988%
94 21.660 3157 3161 3164 rBV 27069 37464 1.04% 0.207%
95 22.295 3265 3269 3273 rVB2 22569 34057 ©.94% 0.188%
96 22.953 3375 3381 3393 rVB6 36475 105941 2.93% 0.586%
97 23.734 3508 3514 3522 rVB4 23539 53521 1.48% ©.296%
98 24.439 3627 3634 3642 rVB2 29853 74718 2.07% 0.413%
99 24.657 3661 3671 3684 rVB 265563 733243 20.28% 4.058%
100 25.744 3849 3856 3861 rVB6 16798 39736 1.10% ©.220%
Sum of corrected areas: 18069895
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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: BG058342.D\data.ms
23
2500000
2000000
1500000
1000000
500000 4.639
4.069, . 4. 6.519 8.211 ]
4 715 0.697
oL 38 8510851356 ¢84 mmﬂﬁ pBoiE8 BOFsineas. 780.046.321550 .86 DTBEENA & s $R4ASNTRG
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\A\\\‘\\\\‘\\\\"\\\ \\\\‘\\\\‘\\\\‘\\\\
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: BG058342.D\data.ms
2500000
2000000
1500000
1000000
17.277 21.525
500000 14.533 19,663
15.520
13.934 228 20.902
, 509 1}&3%%5%@@2 17 g s fs84p.650 199304 214660 22.205
T R A e e A e S e e e R e e T T R T T T e T T e T
Time--> 13.00 13.50 14.00 14.50 15.00 1550 1600 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058342.D\data.ms
2500000
2000000
1500000
1000000
500000
24.657
%953 23.734 24.43;\ 25.744
0\‘\\\\‘\\ﬁ‘\_‘ﬁ‘\/\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
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@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 3-Penten-2-o0l Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.123 334.22 ng/ul 3616240 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 72
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
3 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 72
4 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 64
5 3-Penten-2-o0l 86 C5H100 001569-50-2 59
Abundance Scan 6 (3.123 min): BG058342.D\data.ms (-3) (-) m/z 71.00 100.00%
43.0 71.0
5000
58.0 R AAmEEEE RS
I ‘ | ‘ ‘ 86.0 3.203.303.403.50

eprerrprrrre et e m/z 43,00 88.61%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1933: 3-Penten-2-ol
43.0 71.0

5000 P
27.0 3.203.30 3.40 3.50

m/z 41.00 47.19%

58.0 ‘ 86.0
\\"]\4\"\(\)‘\\11“‘\\\‘\“\H\i‘\\‘\\‘H\!“}\H’\\l\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2007: 3-Buten-2-ol, 2-methyl-
71.0
43.0

3.203.303.403.50
m/z 45.00 36.81%

5000
27.0
58.0
Hw”Ww*LﬂwHM““\mhhw“ﬁ“‘wggﬁ*ww*ww*w‘ww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-

71.0 3.203.303.403.50
m/z 39.00 32.38%

43.0
5000
15.0 \\ 580 | 840 970 116.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
3.911 4.52 ng/ul 48952  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 14
2 beta-Alanine amide 88 C3H8N20 004726-85-6 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9
5 Butane, 1-propoxy- 116 C7H160 003073-92-5 9

Abundance Scan 140 (3.911 min): BG058342.D\data.ms (-136) (-) m/z 58.95 100.00%

59.0
5000 ﬂ\ﬁ
o ARESRRNRGEC LSS
36 % ‘ 87.0 3.60 3.80 4.00 4.20
\\\‘\H\‘h‘?“\“i‘u‘\‘MMM\\‘\H\‘\\H‘HH‘HH‘HHZ‘Q\?.\O\ m/Z 42.95 77.8700
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 ST T T T T
84.0 3.60 3.80 4.00 4.20
m/z 57.08 18.96%
\1\5\-‘0\‘\‘\\““}\\‘!“\\h‘\\‘\‘\\\‘\\\\1‘\2\8\-(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2197: beta-Alanine amide
43.0
3.60 3.80 4.00 4.20
5000 m/z 41.00 17.79%
70.0
18.0‘
Hﬁ‘ﬂw‘m‘ﬂ"M“m“_“w"H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #298: Guanidine TR T T R T T
59.0 3.60 3.80 4.00 4.20
m/z 54.95 10.27%
5000
28‘.0
A P
e e e e A
miz--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 Prenol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.069 39.23 ng/ul 424478  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 50
2 Prenol 86 C5H100 000556-82-1 41
3 Prenol 86 C5H100 000556-82-1 41
4 2-Buten-1-o0l, 2-methyl- 86 C5H100 004675-87-0 38
5 Propiolamide 69 C3H3NO 007341-96-0 38
Abundance Scan 167 (4.069 min): BG058342.D\data.ms (-160) (-) m/z 71.00 100.00%
410 71.0
5000
R e
‘ ‘ 104.0 3.80 4.00 4.20 4.40
H\‘HH‘ ‘\‘H“‘ih‘\“\‘}\‘\‘\‘i\‘1‘\\\‘\\\\‘\\\\‘\\\\‘\\\\Z‘Q§}9\ m/Z 41.00 88.9100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1911: Prenol
71.0
41.0
5000 UL L B I B LA LR
3.80 4.00 4.20 4.40
m/z 53.00 51.57%
17.0 H ‘
\‘\H\“\‘\‘1‘}\‘w‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1913: Prenol
71.0
3.80 4.00 4.20 4.40
5000 41.0 m/z 43.00 47.21%
150],
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1910: Prenol R REERRE SRS
71.0 3.80 4.00 4.20 4.40
m/z 38.95 42.78%
41.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Formamide, N,N-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.151 14.04 ng/ul 151936 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 53
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 53
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 53
4 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 53
5 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 52

Abundance Scan 181 (4.151 min): BG058342.D\data.ms (-176) (-) m/z 73.00 100.00%

73.0
44.0
5000
R T T
H ‘ 15.0 3.80 4.00 4.20 4.40
T T \\Hh\“\\‘\‘\’\‘\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\2‘0\§.\9\ m/Z 43.95 84.0900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #850: Formamide, N,N-dimethyl-
4 730
5000 LR B L e e
3.80 4.00 4.20 4.40
15.0 m/z 43.00 62.34%
\\\H‘\‘M\\i“‘\\\“\\1‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #848: Formamide, N,N-dimethyl-
440 730
R R Ean
3.80 4.00 4.20 4.40
m/z 42.00 40.51%
5000 15.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #847: Formamide, N,N-dimethyl- T T AR
440 73.0 3.80 4.00 4.20 4.40
m/z 57.00 27.50%
5000
i o],
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02

Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 8 2-Butenal, 3-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
4.234 17.94 ng/ul 194122  1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 91
2 2-Ethylacrolein 84 C5H80 000922-63-4 64
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 59
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 58
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
Abundance Scan 195 (4.234 min): BG058342.D\data.ms (-189) (-) m/z 83.95 100.00%
84.0
55.0
5000 39.0
L
‘ 69.0 4.00 4.20 4.40 4.60
e A Tl mjz 55.00  77.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
41.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
29.0 4.00 4.20 4.40 4.60
m/z 83.00 47.41%
‘ ‘ 69.0
\\\‘\\\\‘\\}\‘\\\‘1}\u\\‘H\\l\‘\\\\“\\\\‘\‘\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1588: 2-Ethylacrolein
55.0
84.0 AR EE R e
4.00 4.20 4.40 4.60
39.0 m/z 39.00 46.91%
5000 290
150 Al alld Ll 229
mlz--> 10 20 30 40 50 60 70 80 90
Abundance #1631: Furan, 2,3-dihydro-4-methyl- N RARARRNEE N A
55.0 84.0 4.00 4.20 4.40 4.60
m/z 40.95 45.18%
5000 41.0
29.0
‘ 69.0
mlz--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©0:20:47 2023

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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-Butene, 1-bromo-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.304  24.37 ng/ul 263720 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 64
2 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 40
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 40
4 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 10
5 3-Penten-1-o0l, 2-methyl- 100 C6H120 062238-37-3 10

Abundance Scan 207 (4.304 min): BG058342.D\data.ms (-202) (-) m/z 69.00 100.00%
69.0
5000
‘ 1470 2070 280.9 4.00 4.20 4.40 4.60
o, 147.0 P00 2809 3550 415 ./, 41.08  92.50%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
5000 TT T I T rrrr]
4.00 4.20 4.40 4.60
m/z 43.00 47.76%
‘\ “ - 159'0
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #19445: 1,6-Octadiene, 2,7-dimethyl-
69.0
N K AR Rana
4.00 4.20 4.40 4.60
5000 m/z 55.88  33.53%
25010 18O
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3771: 1-Pentene, 3,3-dimethyl- A A e
69.0 4.00 4.20 4.40 4.60
m/z 39.00 14.97%
E M
e
JWHNNNHM““‘,““““““““““‘H““ e
m/z--> 0 50 100 150 200 250 300 350 400 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©0:20:47 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.451 12.05 ng/ul 130429 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 43
2 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 40
3 3-Penten-1-0l, 2-methyl- 100 C6H120 062238-37-3 35
4 3-Hexen-1-ol 100 C6H120 000544-12-7 32
5 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 25
Abundance Scan 232 (4.451 min): BG058342.D\data.ms (-227) (-) m/z 41.00 100.00%
41.0
R REEEREE A
2.0 4.20 4.40 4.60 4.80
— M““‘u L 2210 2810 3950 h/z s5.00  48.18%
m/z--> 50 100 150 200 250 300 350
Abundance #4298: 3-Hexen-1-ol, (E)-
41.0
5000 L B L I BN L
82.0 4.20 4.40 4.60 4.80
m/z 67.00 42.76%
\‘“‘\“\f\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz—-> 50 100 150 200 250 300 350
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
R e e
4.20 4.40 4.60 4.80
5000 m/z 70.00  41.09%
fZ.O
m/z--> 50 100 150 200 250 300 350
Abundance #4366: 3-Penten-1-ol, 2-methyl-
41.0 4.20 4.40 4.60 4.80
m/z 69.00 39.74%
5000
‘ 2.0
“W‘HWN‘J‘g““““ e e
m/z--> 50 100 150 200 250 300 350 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 1-Butanol, 3-methoxy- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
4.586 4.43 ng/ul 47939  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 59
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 53
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 50
4 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 45
5 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 45
Abundance Scan 255 (4.586 min): BG058342.D\data.ms (-249) (-) m/z 59.00 100.00%
59.0
5000 43.0 AJk
REaRE R e
107.0 4.20 4.40 4.60 4.80 5.00
709 878
H\‘\\H‘HH‘HH“‘H‘\\‘\‘\‘\Hi\\H“H\\‘\H\‘\\H‘HH“HH m/Z 43.00 43.7700
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5384: 1-Butanol, 3-methoxy-
59.0
5000 [TTT [T rrrrprrriyo1
4.20 4.40 4.60 4.80 5.00
31.0 m/z 41.00 15.48%
180 |, 439 710 890
\\\‘\\\\‘\\\\‘\\\\“‘\\‘\\‘\\‘\‘\i\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
RERREEERRaREE S o
4.20 4.40 4.60 4.80 5.00
5000 43.0 m/z 107.00  14.56%
31.0
80 | L 750 80
AR aE R e e e  ARARARRSEa
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5382: 1-Butanol, 3-methoxy- R R
59.0 4.20 4.40 4.60 4.80 5.00
m/z 69.00 8.31%
5000 M
31.0
43.0
71.0 890
BN . ROPYISUONT POl - UOUS () DN | WY LA Gt
miz--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©0:20:49 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 2-Pentanol, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.639 61.85 ng/ul 669187 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 50
2 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
3 1-Butene, 4-methoxy 86 C5H100 004696-30-4 40
4 2-Methoxyisopropyl cyanoacetate 157 C7H11NO3 032804-79-8 40
5 4-Penten-2-0l 86 C5H100 000625-31-0 39

Abundance Scan 264 (4.639 min): BG058342.D\data.ms (-258) (-) m/z 45.00 100.00%
45.0
5000 //k
R Amma R
H 87.0 4.40 4.60 4.80 5.00
. (
A b 1469 1929 2808 n/; 43,00 20.45%
m/z--> 50 100 150 200 250
Abundance #5013: 2-Pentanol, 3-methyl-
45.0
5000 UL L B R B I L
4.40 4.60 4.80 5.00
m/z 41.00 19.36%
1\5-\0“‘\‘ ‘\“H ‘ “‘\ ‘\ 8\7‘\.0‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #5002: 2-Pentanol, 3-methyl-
45.0
R RaREA e R
4.40 4.60 4.80 5.00
5000 m/z 39.00 8.54%
LR
m/z--> 50 100 150 200 250
Abundance #1967 1-Butene, 4-methoxy AN W B PSS
45.0 4.40 4.60 4.80 5.00
m/z 69.00 8.36%
5000 J\
T SAUH/|WONA] W
m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©0:20:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.674 33.58 ng/ul 363317 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7
2 Guanidine 59 CH5N3 000113-00-8 7
3 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5
4 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 4
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 4

Abundance Scan 270 (4.674 min): BG058342.D\data.ms (-267) (-) m/z 59.00 100.00%

59.0
5000

I RARANARE RSy R
4.40 4.60 4.80 5.00

89.0
L e 2070 2808 nsy 43.00 22.21%

|
m/z--> 50 100 150 200 250
Abundance #281: Formamide, N-methyl-
59.0
28,0

5000
440460480500
m/z 71.00 8.86%

T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #298: Guanidine
59.0

440460480 5.00

5000 m/z 41.00 4.41%
28.0
I
e — — —
miz—> 50 100 150 200 250
Abundance #279: Formamide, N-methyl- e AMARARRREEEY
59.0 4.40 4.60 4.80 5.00

m/z 89.00 4.25%

5000
28.0
L

m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 Cyclopentane, nitro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.715 16.11 ng/ul 174304 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, nitro- 115 C5H9NO2 002562-38-1 56
2 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 53
3 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 53

4 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 45
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 42

Abundance Scan 277 (4.715 min): BG058342.D\data.ms (-274) (-) m/z 41.00 100.00%

41.0
- &/\EJKpﬂJ\JJRA,A
R Al EaERE R
207.0 4.40 4.60 4.80 5.00
A7 147.0 ZHLD 2670 3980 415 47 69.e0  86.35%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8759: Cyclopentane, nitro-
41.0
5000 H‘/\\ﬁ\‘\\u’um‘mu‘
4.40 4.60 4.80 5.00
m/z 39.00  35.23%
| J 1 86.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26541: Cyclopentane, bromo-
69.0
A e ey
4.40 4.60 4.80 5.00
5000 m/z 43.00 17.87%
5ol | 100
-
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26540: Cyclopentane, bromo- e EEamERSSEEEEETE S
69.0 4.40 4.60 4.80 5.00
m/z 42.00 10.00%
5000
15.0 ‘L‘ g 148.0
A e e e e R e R
m/z--> 0 50 100 150 200 250 300 350 400 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 N,N-Dimethylacetamide Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.356 7.75 ng/ul 83824 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 83
2 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 72
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 72
4 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 64
5 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 59
Abundance Scan 386 (5.356 min): BG058342.D\data.ms (-381) (-) m/z 44.00 100.00%
44.0
87.0
5000
A S e
‘ ‘ 5.00 5.20 5.40 5.60
HH’HH‘ \‘1“‘””"\‘\”‘\‘\“\‘H\“HH“H\|HH|HH|HH2|OH7?(\J‘H m/Z 87.00 63.3900
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2110: N,N-Dimethylacetamide
44.0
87.0
5000 R e N B mm b
5.00 5.20 5.40 5.60
m/z 43.00 55.64%
wo |
L { in |
\\\\’\\\\’ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2112: N,N-Dimethylacetamide
44.0
AR R AR o
87.0 5.00 5.20 5.40 5.60
5000 m/z 42.00 38.16%
H‘w‘ﬂuf‘u‘w‘!w‘:u“H‘““w“u,u“““w“u‘u
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2114: N,N-Dimethylacetamide
44.0 87.0 5.00 5.20 5.40 5.60
m/z 45.00 20.38%
5000
R R R R R R N R R SRRRRE M
mlz--> 20 40 60 80 100 120 140 160 180 200 220 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@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 2-Cyclohexen-1-o0l Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.791 37.82 ng/ul 409159 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 81
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 68
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 68
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 58
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43

Abundance Scan 460 (5.791 min): BG058342.D\data.ms (-451) (-) m/z 70.00 100.00%
70.0

—

5000 39.0
B
‘ ‘ % . 5.40 5.60 5.80 6.00 6.20
T \”W‘M”h } T — T \2‘07\0\ L —— 2\8\0\‘ m/Z 55.00 59.11%
m/z--> 50 100 150 200 250
Abundance #3579: 2-Cyclohexen-1-ol
70.0
5000 AR AR R e
39.0 5.40 5.60 5.80 6.00 6.20
J m/z 83.00 43.30%
T ! ‘\ “‘\‘ ! T ‘hh ! ““ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #3585: 2-Cyclohexen-1-ol
70.0
VAV R, 7
5.40 5.60 5.80 6.00 6.20
5000 m/z 39.00 43.03%

‘ — — —
100 150 200 250

#3634 2-Methylene cyclopentanol J\_ N ARERRAREEE SRR
70.0 5.40 5.60 5.80 6.00 6.20

m/z 97.00  38.36%

5000
‘men 0.0
T e

m/z--> 100 150 200 250 5.40 5.60 5.80 6.00 6.20

m/z-->
Abundance

-

>
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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-03 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
5.832 6.22 ng/ul 67295 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide 87 C4H9NO 000541-35-5 14
2 Butanamide 87 C4H9NO 000541-35-5 14
3 Butanamide 87 C4H9NO 000541-35-5 9
4 Butanal, oxime 87 C4H9NO 000110-69-0 9
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 9

Abundance Scan 467 (5.832 min): BG058342.D\data.ms (-465) (-) m/z 67.00 100.00%

67.0
5000

117. 5.60 5.80 6.00 6.20
35# d“““ R “‘0‘1‘4‘6"9‘ L2070 PN, so.ee  74.22%

m/z--> 50 100 150 200 250
Abundance #2089: Butanamide
59.0

5000 *H*\*H*\*H*!*H*\**
5.60 5.80 6.00 6.20
27.0 m/z 96.00 42.09%
m/z--> 50 100 150 200 250
Abundance #2094: Butanamide
59.0
5%0550660650
5000 m z 95.00 31.26%
27.0
; ‘h‘ ‘h | I “‘ - — — — —
m/z--> 50 100 150 200 250
Abundance #2093: Butanamide “‘w““_“‘,‘u““
59.0 5.60 5.80 6.00 6.20

m/z 39.00 24.83%

5000
27.0
Ll ‘ i ‘\‘\ )

m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.891 30.26 ng/ul 327432  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 49
2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 46
3 9H-Fluorene-4-carboxylic acid, 9... 327 C22H17NO2 1000304-78-2 43
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 43
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 43

Abundance Scan 477 (5.891 min): BG058342.D\data.ms (-472) (-) m/z 73.00 100.00%

73.0
207.0
5000
147.0
281.0 e R
‘ ‘ 3\4>1-° M15.1 4751 gy, 5.60 5.80 6.00 6.20
\\\h“"\\‘H‘H\l‘\“‘u‘\ \‘I“H‘H"H\Jl\ \'\“\‘\“\ \“LH\‘\‘\L\H‘\‘\"\‘\‘HH“\. m/Z 207 .00 74.9800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene
207.0
5000 T T T
730 5.60 5.80 6.00 6.20
' m/z 192.95 34.91%
|, 1, 11330 \
\‘T\‘\l\\\“‘\J\\m\m‘\\\\“Hl\\‘\H\‘\\\\‘H\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210888: Tetrasiloxane, decamethyl-
207.0
o \\\‘\\\\’\\\\‘\\\\’\\\\
73.0 5.60 5.80 6.00 6.20
5000 ITI/Z 147 .00 30.14%
295.0
L 133.0 !
— e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233255: 9H-Fluorene-4-carboxylic acid, 9-oxo-, (2,6-dim
207.0 5.60 5.80 6.00 6.20
m/z 221.10 23.69%
5000
327.0
150.0
77.0
O
miz--> 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14

Sample Multiplier: 1

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

TIC Library e

:\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 Cyclohexene, 3-chloro-

Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
6.178  6.59 ng/ul 71254 1,4-Dichlorobenzene-d4  7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 ceHocl 002441-97-6 60

2 Cyclohexene, 3
3 Cyclohexene, 3
4 Cyclohexene, 1
5 Cyclopropane,

-chloro- 116 C6HI9C1
-bromo- 160 C6H9Br
-chloro- 116 C6HOC1

1-chloro-2-(1-prop... 116 C6H9C1

002441-97-6 49
001521-51-3 49
000930-66-5 47
074752-94-6 46

81

5000

Abundance Scan 526 (6.178 min): BG058342.D\data.ms (-521) (-)

.0

14701929 2810 4441 445,

m/z--> 0 50

100 150 200 250 300 350 400

Abundance
81

5000

#9430: Cyclohexene, 3-chloro-
.0

|
m/z--> 0 50

100 150 200 250 300 350 400

Abundance
81

5000

#9428: Cyclohexene, 3-chloro-
.0

m/z--> 0 50

27.T
1 \‘u uh‘ “h“\ I \‘
P

100 150 200 250 300 350 400

Abundance
81

5000

L

#36451: Cyclohexene, 3-bromo-
.0

160.0

m/z 81.00 100.00%

5.80 6.00 6.20 6.40 6.60

m/z 79.00 47.04%

o

5.80 6.00 6.20 6.40 6.60

m/z 53.00 32.35%

-

5.80 6.00 6.20 6.40 6.60

m/z 73.00 30.46%

=

5.80 6.00 6.20 6.40 6.60

m/z 41.00 27.84%

2

miz--> 0 50

100 150 200 250 300 350 400

5.80 6.00 6.20 6.40 6.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©0:20:56 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 unknown-@5 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

6.402 20.66 ng/ul 223514  1,4-Dichlorobenzene-d4  7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 45
2 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 35

3 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 27
4 Tetrasiloxane, decamethyl- 310 C1eH3003Si4 000141-62-8 27
5 Benz[b]-1,4-oxazepine-4(5H)-thio... 207 C11H13NOS 1000258-63-4 27
Abundance Scan 564 (6.402 min): BG058342.D\data.ms (-554) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0
2809 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
3410 4151 6.00 6.20 6.40 6.60 6.80
L] 4751 549,
bbb b b SR T m/z 207.00 58.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
5000 207.0 BB e
6.00 6.20 6.40 6.60 6.80
m/z 193.00 35.76%
133.0 281.0 355.0
\\\“‘\ T \\\\‘ T \‘H ¥ b [WLI Jl\ T r \L‘L\ T ‘4\.2\\9\?\4\.8\\9‘\0\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
REaa e R RRRE
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 147 .00 29.89%
281.0
73.0 13?-0 | ‘
A b [ I
e et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84038: Benzo[h]quinoline, 2,4-dimethyl- R AR
207.0 6.00 6.20 6.40 6.60 6.80
m/z 221.00 21.85%
B \Mwmmmww%JDWKMNMM/VW
76|O. 139.q w1l
R R R B R EEAma R
miz--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 2-Cyclohexen-1-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.519 41.03 ng/ul 443964  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 1,5-Cyclooctadien-4-one 122 C8H1e0 001460-21-5 42

Abundance Scan 584 (6.519 min): BG058342.D\data.ms (-578) (-) m/z 68.00 100.00%

68.0
5000

“‘ 6.20 6.40 6.60 6.80
uH

L — Hu"‘1‘”"7‘-‘0”""?‘5‘0:9"_?"4‘3‘-9”““‘??% m/z 96.00  27.60%
m/z--> 100 150 200 250 300 350 400
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 T T T T

6.20 6.40 6.60 6.80
m/z 39.00 23.09%

”
m/z--> 100 150 200 250 300 350 400
Abundance #3153: 2-Cyclohexen-1-one
68.0

6.20 6.40 6.60 6.80

5000 m/z 40.00 18.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3151: 2-Cyclohexen-1-one T T T
68.0 6.20 6.40 6.60 6.80

m/z 41.95 9.52%

|, J\

“‘q‘“w‘“‘_“‘_““H“‘H““H“‘H‘ SR R P T ea T

m/z--> 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 Hydrazine, (1-methylpropyl)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.725 9.23 ng/ul 99864 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 53
2 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 53
3 Carbonic acid, 3-pentyl propyl e... 174 C9H1803 1000325-64-0 47
4 Butanamide 87 C4HSNO 000541-35-5 43
5 Butanamide 87 C4H9NO 000541-35-5 43

Abundance Scan 619 (6.725 min): BG058342.D\data.ms (-610) (-) m/z 59.00 100.00%

59.0
5000
e TR
.0 6.40 6.60 6.80 7.00
130.
— ““““” sﬂ 309 2230 2810 3288 ., 4398  75.58%
miz--> 50 100 150 200 250 300
Abundance #2224: Hydrazine, (1-methylpropyl)-
59.0
5000 UL L B L B R
6.40 6.60 6.80 7.00
m/z 45.00 26.80%
\\M “h‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #5411: 2-Propanol, 1-methoxy-2-methyl-
59.0
6.40 6.60 6.80 7.00
5000 m/z 88.00 15.53%
B0 L ek
m/z--> 50 100 150 200 250 300
Abundance #49745: Carbonic acid, 3-pentyl propy! ester SNBSS
59.0 6.40 6.60 6.80 7.00
m/z 89.00 15.41%
5000
1050 1450
m/z--> 50 100 150 200 250 300 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 26 unknown-06 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.577 17.92 ng/ul 193924 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 43
2 6-(3-Methyl-2-butenoxy)-4-methyl... 182 C11H1802 1000432-15-5 38
3 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 38
4 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 38
5 1-Octene, 2,7-dimethyl- 140 C10H20 033718-03-5 22

Abundance Scan 764 (7.577 min): BG058342.D\data.ms (-756) (-) m/z 41.00 100.00%

41.0
- A#\JL/\%A/\
40 \‘\\\\‘\\\\‘\\\\’\\\\‘\
“ 192.9 282.0 355 7.20 7.40 7.60 7.80
iy ‘\\H‘ LB B \“'\ L T T |‘\. m/Z 56.00 81.84%
m/z--> 50 100 150 200 250 300 350
Abundance #5472: 1-Butene, 2-chloro-3-methyl-
69.0
5000 /\\‘uu‘uu‘uu,/\/\/\\‘”\/\
7.20 7.40 7.60 7.80
P7.0Q o
‘ 106.0 m/z 69.00 73.71%
o ““‘}L“\”‘thw ‘\‘ “‘\ L B
miz--> 50 100 150 200 250 300 350
Abundance #56696: 6-(3-Methyl-2-butenoxy)-4-methyl-5,6-dihydro-2k
71.0
7.20 7.40 7.60 7.80
5000 m/z 71.00 67.56%
R7.0
| 1?.0
Wl I
e A L e Eam A
m/z--> 50 100 150 200 250 300 350
Abundance #534: 1,2-Dimethyl cyclopropene &Yﬁ“u““W““,u‘ﬁff
39.0 7.20 7.40 7.60 7.80
m/z 39.00 66.20%
RPN IS S A A
miz--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 29 unknown-07 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.065 13.30 ng/ul 143859 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 43
2 2-Fluoropyridine 97 C5H4FN 000372-48-5 38
3 2-Fluoropyridine 97 C5H4FN 000372-48-5 38
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 35

Abundance Scan 847 (8.065 min): BG058342.D\data.ms (-841) (-) m/z 97.00 100.00%

97.0
5000 41

1411 2070 5. 7.80 8.00 8.20 8.40
AL LT 207.0 2669 3409 M5 oy 6p 73.53%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7180: 1,1-Dimethyl-1-silacyclo-3-pentene
97.0

5000 e e
7.80 8.00 8.20 8.40
43.0

m/z 70.00 66.96%

it m‘u H“ A \ L
\\\\‘!\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3321: 2-Fluoropyridine
97.0
M

7.80 8.00 8.20 8.40

5000 m/z 55.00 57.93%
51.0
‘\mew“*\‘H*;**H\***w****w***\w“\“ \\Awﬁhjxﬂjv\vwwm/
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3319: 2-Fluoropyridine R A RRR A R
97.0 7.80 8.00 8.20 8.40

m/z 68.00 43.39%

5000
50.0
‘m% m
—e et

m/z--> 0 50 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 30 2-Fluoropyridine Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.141 19.44 ng/ul 210320 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoropyridine 97 C5H4FN 000372-48-5 53
2 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 53
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 49
4 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 49
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 49

Abundance Scan 860 (8.141 min): BG058342.D\data.ms (-854) (-) m/z 97.05 100.00%

97.0
5000
41.

‘ 7.80 8.00 8.20 8.40
1L plbll Wl w10

141.1
“uhud“““‘,‘l9%9‘?§ﬁ?“““§?§9Hf15 m/z 70.00 69.91%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3321: 2-Fluoropyridine
97.0
N

5000 “‘H““H““‘w““,
7.80 8.00 8.20 8.40

m/z 57.00 69.50%

51.0
\\‘\H‘\”‘M‘H”\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7180: 1,1-Dimethyl-1-silacyclo-3-pentene
97.0

7.80 8.00 8.20 8.40

5000 m/z 55.00  52.20%
43.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis- R R AL
97.0 7.80 8.00 8.20 8.40

m/z 41.00 35.88%

h | \/\V\/\/L
I \ \“ I

m/z--> 0 0 100 150 200 250 300 350 400 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 31 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.211 56.95 ng/ul 616243 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 87
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 81
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 64
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 43

Abundance Scan 872 (8.211 min): BG058342.D\data.ms (-866) (-) m/z 57.00 100.00%

57.0
5000
T e
H h?g 0 7.80 8.00 8.20 8.40 8.60
ol Al dT L1360 2229 385 ./, gp.00  23.65%
m/z--> 50 100 150 200 250 300 350
Abundance #17288: 2-Chlorocyclohexanol
57.0
5000 BERREEE S R
7.80 8.00 8.20 8.40 8.60
m/z 81.00 15.76%
\\H\"\m‘”‘\H‘Uh“‘\‘?‘\‘\13\§\(‘)\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #17285: 2-Chlorocyclohexanol
57.0
A e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 14.69%
15.0, LM T ‘1:‘39?‘ S —
m/z--> 50 100 150 200 250 300 350
Abundance #17287: 2-Chlorocyclohexanol R e e AREA
57.0 7.80 8.00 8.20 8.40 8.60
m/z 44.00 14.43%
5000 m/\
s 1589 1350

m/z--> 100 150 200 250 300 350 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02

Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 34 Octasiloxane, 1,1,3,3,5,5,7... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

8.852 14.12 ng/ul 152732  1,4-Dichlorobenzene-d4  7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 53
2 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25NO4 1010316-17-5 35

3 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 30
4 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 30
5 ethanone, 1-phenyl-2-(2-phenyl-4... 326 C23H1802 1000402-36-9 27
Abundance Scan 981 (8.852 min): BG058342.D\data.ms (-972) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0 281.0 S —
341.0 8.60 8.80 9.00 9.20
O O AR S
\H\‘IJ‘H\‘MH“‘\‘\\A\\’\‘\\\‘“‘\\i\\““\l\ \‘\“\‘\l\\‘LH\‘\‘H‘H‘\‘\“\l\‘\\\\“\'\\ m/Z 207 .00 71.2200
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
5000 207.0 LB i e e e
8.60 8.80 9.00 9.20
281.0 %
147.0 m/z 192.95 37.77%
341.0
oL Tl 4290 503.0563.
\\\\‘\\\\‘\\\\’\\\\[\\\\‘f\f\‘\\\\‘11\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264805: 1H-Indole-2-carboxylic acid, 6-(4-ethoxyphenyl
207.0
e A ARmEaaRE e
8.60 8.80 9.00 9.20
5000 m/z 147.00  27.73%
147.
355.0
43.0
| | 296.0
‘Hq‘muhuuﬂﬁﬁucw“w‘Huﬂu‘w“u‘u“_“w‘u“u‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene R AANEEEEY
207.0 8.60 8.80 9.00 9.20
m/z 221.00 24.77%
5000
73.0
L1330
e T e e R e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 35 unknown-08 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

8.016  4.59 ng/ul 49675 1,4-Dichlorobenzene-da  7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 32
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44065i7 019095-23-9 25

3 1-Benzazirene-1-carboxylic acid,... 265 C15H23NO3 1000197-90-8 22
4 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8  ©19095-24-0 16
5 Methanol, [4-(1,1-dimethylethyl)... 222 C13H1803 054889-98-4 12
Abundance Scan 992 (8.916 min): BG058342.D\data.ms (-988) (-) m/z 73.00 100.00%
73.0
207.0
5000
147.0
281.0 AR R R
| } | ‘ 355.0415.0475.1 g,q. 8.60 8.80 9.00 9.20
‘Humhﬁﬁhﬁw‘uhu‘ hﬂhLﬁHWML‘m¢I“_Jw“H‘L m/z 207.00  61.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
5000 L L LA R B
281 8.60 8.80 9.00 9.20
81.0 m/z 43.00 43.76%
730 1330 | ‘ L
I L | L
\\\‘\\\\‘\\\\‘\\1\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
G
8.60 8.80 9.00 9.20
5000 207.0 m/z 104.00 31.50%
133.0 281.0 355.0
bbb L 42904890
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154203: 1-Benzazirene-1-carboxylic acid, 2,2,5a-trimeth e e
207.0 8.60 8.80 9.00 9.20
m/z 193.00 31.27%
43.0
5000
14
265.0
AlIM\“lJHMH‘w ! B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
9.198 2.45 ng/ul 26514 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 47
2 Cyclopentanone, 3-(3-hydroxy-1-p... 140 C8H1202 074473-08-8 43
3 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 37
4 7-Oxabicyclo[4.1.0]heptane 98 C6H100 000286-20-4 30
5 Heptadienyl angelate, 2E, 4E- 194 C12H1802 1000383-64-8 27

Abundance Scan 1040 (9.198 min): BG058342.D\data.ms (-1035) (-) m/z 83.00 100.00%
0

83.
41.0
5000

‘ 1480194'0 281.0 355 (400. 8.80 9.00 9.20 9.40 9.60
hse | L P T w2 a1.0e 81.53%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7651: 3-Hexene, 2,2-dimethyl-, (E)-
55.0
5000 (L L R R R
97.0 8.80 9.00 9.20 9.40 9.60

m/z 55.00 60.08%

m/z--> 0 50 100 150 200 250 300 350 400

Abundance  #21296: Cyclopentanone, 3-(3-hydroxy-1-propenyl)-
83.0

=

8.80 9.00 9.20 9.40 9.60
5000 419 m/z 38.95 42.46%

‘ 140.0

u‘\\\‘\“\hv‘\‘!“‘H’HH‘HH“H"HH“
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7644: 3-Hexene, 2,2-dimethyl-, (Z)- R e A
55.0 8.80 9.00 9.20 9.40 9.60

m/z 96.95 40.23%

5000

7.0
i

g

‘MJ‘\‘
R
m/z--> 0 50 100 150 200 250 300 350 400 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@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 39 unknown-09 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.044 10.32 ng/ul 202242  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 47
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44065i7 019095-23-9 43
3 5,5'-Di(ethoxycarbonyl)-3,3"'-dim... 402 C23H34N204 102586-97-0 35
4 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 35
5 1,2-Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 30
Abundance Scan 1184 (10.045 min): BG058342.D\data.ms (-1178) (- | m/z 73.00 100.00%
73.0
207.0
5000
147.0
281'0341.1 T T \
L Ly 41814750 540, o6
I N m/z 207.00  71.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
5000 —— :
2810 10.00
’ m/z 193.00 34.02%
730 1330 | ‘ |
It L | |
\\\‘\\\\‘\1\\‘\\1\‘ \\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
T \
10.00
5000 207.0 m/z 147.00  28.50%
133.0 281.0 355.0
bbb Ll A2004890
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303671: 5,5'-Di(ethoxycarbonyl)-3,3'-dimethyl-4,4'-dipro — ‘
207.0 10.00
m/z 221.00  25.53%
5000
T W\Mw
1200} 327.0
L2 TS WRY O L A S e
miz--> 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@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 42 unknown-10 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.073 5.48 ng/ul 107375 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 206 C9H1803S 1000309-21-2 35
2 2,2-Dimethyl-5-(2-(4-methyl-1,4-... 393 C19H27N304S 1000482-90-9 27
3 Succinic acid, 2-methylpent-3-yl... 298 C17H3004 1000390-06-8 27
4 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 27
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-94-8 27
Abundance Scan 1359 (11.073 min): BG058342.D\data.ms (-1351) (- ' m/z 96.95 100.00%
97.0
43.0
5000
157.1 o ‘M‘1“06 L
221.8 415.1 :
A Mu“‘ i 2809 TR m/z 43.00 77.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #83279: Sulfurous acid, cyclohexylmethyl ethyl ester
97.0
5000 — ‘
11.00
41.0 m/z 55.00 77.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #297293: 2,2-Dimethyl-5-(2-(4-methyl-1,4-diazepan-1-yl)-
97.0
—
11.00
5000 m/z 59.00 55.99%
42.0 152.0
L | 2000 2520970 3780
m/z--> 50 100 150 200 250 300 350 400
Abundance #196916: Succinic acid, 2-methylpent-3-yl trans-4-methyl T ‘
97.0 11.00
m/z 71.00 38.46%
5000
43.T
mlz--> 50 100 150 200 250 300 350 400 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 44 unknown-11 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.361 5.07 ng/ul 99410 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylpenta-1,4-diene-3-o0l 98 C6H100 000918-86-5 9

2 2-Aminoethanol, N,N,O,-triacetyl- 187 C8H13NO4 014778-36-0 9

3 1,1,2-Trimethyl-1-sila-3-thiacyc... 160 C7H16SSi 088820-74-0 9
4 4-Butoxy-2-butanone 144 C8H1602 030536-44-8 9

5 Butanamide, 3-acetylhydrazono-N-... 199 C9H17N302 1000262-62-2 9

Abundance Scan 1408 (11.361 min): BG058342.D\data.ms (-1405) (-~ | m/z 43.00 100.00%

43.0
5000

T I —
125.0 207.0 11.00 11.50
[T M“L\ ‘\}“\‘“\\‘ J‘ \l‘\‘\‘ f “‘ T T "\ \\ T ‘3\8\"0\“9\3\\4\'2‘\0\4\.9‘“0\\8\ T \4\.8\\9"\] \5\‘\"“9\.' m/Z 72.00 24. 8300

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #3666: 3-Methylpenta-1,4-diene-3-ol
43.0

11.00 11.50
m/z 83.00  22.22%

/\A/\A /\‘A I\

5000

HMJMH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #62197: 2-Aminoethanol, N,N,O,-triacetyl-
43.0

-

= =
11.00 11.50
5000 m/z 45.00 19.75%

RS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #36576: 1,1,2-Trimethyl-1-sila-3-thiacyclohexane ! i
43.0 11.00 11.50

£
3

117.0 m/z 55.00 16.24%
h M/\j\M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\

BGO58342.D
: 20 Jul 2023 1:02
: CG/JU
: 03452-19
: 14  Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

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 45 unknown-12 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
11.419 7.30 ng/ul 143055 Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile, 3-(octylamino)- 182 C11H22N2 029504-89-0 43
2 3-Aminopyrazole 83 C3H5N3 001820-80-0 43
3 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 43
4 2-Butynoic acid, 4-[(tetrahydro-... 198 C10H1404 069511-49-5 38

5 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 38

Abundance Scan 1418 (11.419 min): BG058342.D\data.ms (-1413) (~ | m/z 82.95 100.00%

83.0
5000
—
| 449 2210 3200 475. 150
g 349 2210 3290 4TS h ; 59.00  48.52%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #56755: Propanenitrile, 3-(octylamino)-
83.0
5000 S
11.50
m/z 55.80 19.16%
3%%\ 142.0
|

LA NLLA L ALAL LAL LLL L  L BL BN I BR A R

m/z--> 0 50 100 150 200 250 300 350 400 450

=

Abundance #1445: 3-Aminopyrazole
83.0
—
11.50
5000 m/z 128.05 16.35%
28.0
_u“wh\‘mH_Hww_m_m_MWWWH
m/z--> 0 50 100 150 200 250 300 350 400 450 ﬂ
Abundance #1448: 1H-Imidazol-2-amine Wﬁ - )
83.0 11.50
m/z 43.00 12.76%
‘H‘qu‘“H‘“H‘“H“‘H“‘H“‘H“‘H“‘H“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 46 2,2-Dimethyl-4-pentenoic acid Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
11.502 4.41 ng/ul 86454  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 64
2 2-Piperidinecarboxylic acid, 1-n... 158 C6H10N203 004515-18-8 47
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 38
4 Pentanol, 4-methyl-4-nitro- 147 C6H13NO3 005215-92-9 35
5 2(5H)-Furanone, 3-hydroxy-4,5-di... 128 C6H803 028664-35-9 35

Abundance Scan 1432 (11.502 min): BG058342.D\data.ms (-1427) (- | m/z 83.00 100.00%
83.0
39 ‘ PN ‘
28.0 11.50
207.0 .
— M‘M‘Ml Do Los Ay 2669 3420 1’1? m/z 43.00 77.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14049: 2,2-Dimethyl-4-pentenoic acid
83.0
5000 —
3 11.50
' m/z 55.00 74.34%
\\h\“}“““‘h\““lh\h“\“1\2§.\0‘\H\‘HH‘\H\‘\H\‘HH‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #34855: 2-Piperidinecarboxylic acid, 1-nitroso-
83.0
T 7 1
11.50
5000 ITI/Z 113.00 62.97%
31-0 158.0
“LWWN‘“H‘M‘ﬂ“““‘w“““u“““‘u
m/z--> 50 100 150 200 250 300 350 400
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl-
83.0 11.50
m/z 59.00 61.59%
5000
39.0
SRS ‘
mlz--> 50 100 150 200 250 300 350 400 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
12.136 2.07 ng/ul 40544  Naphthalene-d8 10.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 47
2 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 43
3 2,3,4-Trimethyl-1-pentanol 130 C8H180 006570-88-3 40
4 Acetoacetic acid isoamyl ester 172 C9H1603 002308-18-1 38
5 Heptane, 3-ethyl-5-methylene- 140 C10H20 1010160-41-7 38
Abundance Scan 1540 (12.136 min): BG058342.D\data.ms (-1533) (- | m/z 43.00 100.00%
43.0
5000
97.0
—— —
co “‘H‘w‘mwu “““2‘8“110_”““' m/z 70.00  85.54%
m/z--> 50 100 150 200 250 300 350
Abundance #8672: Pentane, 3-ethyl-2-methyl-
43.0
5000 —— —
12.00 12.50
fS-O m/z 55.00  53.61%
\“\H\
m/z--> 50 100 150 200 250 300 350
Abundance #7528: 1-Hexene, 4-ethyl-
43.0
—— —
12.00 12.50
5000 ITI/Z 71.00 41.45%
H 83.0
D
miz--> 50 100 150 200 250 300 350 MA/W
Abundance #15762: 2,3,4-Trimethyl-1-pentanol e —
70.0 12.00 12.50
m/z 41.00 36.69%
5000
mlz--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 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 51 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
15.785 4.27 ng/ul 119134  Acenaphthene-di10 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
2 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
3 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
4 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
5 1,1'-Biphenyl, 3,4-dichloro- 222 C12H8C12 002974-92-7 98

Abundance Scan 2161 (15.785 min): BG058342.D\data.ms (-2151) (+ | m/z 152.00 100.00%
152.0
222.0

5000 187.0

750 —r —
510 | 990 1260 | | 15.50 16.00
e g MW m/z 222.00  80.36%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101337: 1,1"-Biphenyl, 2,2'-dichloro-
152.0
5000 222.0 — —
187.0 15.50 16.00
75.0 m/z 224.00  53.07%
51.0 M 111.0 H
‘\\\\‘\\H\\‘H\\\‘\‘f!”f\‘\”“\\u‘\‘\\\\‘\1‘\‘\\\\‘\‘1‘\\‘\\\\"1\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
— —
222.0 15.50 16.00
5000 187.0 m/z 187.60  45.98%
75.0
5 9.0 126.0
270 1% L0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101338: 1,1'-Biphenyl, 2,2'-dichloro- T T
152.0 15.50 16.00
2220 m/z 151.00  24.95%
187.0
5000
75.0
50.0 h 9.0 126.0 ‘
_“w“u“uhgm‘NM‘WWJMH“‘M‘H“_W‘w“u, SRS o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58342.D

Acq On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc

ALS vial : 14 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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
22.953 2.94 ng/ul 105941  Chrysene-di12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 50
2 Heptadecane 240 C17H36 000629-78-7 50
3 Heptadecane 240 C17H36 000629-78-7 45
4 Hentriacontane 437 C31H64 000630-04-6 43
5 2-Methyltetracosane 352 C25H52 001560-78-7 41
Abundance Scan 3381 (22.953 min): BG058342.D\data.ms (-3375) (- | m/z 57.00 100.00%
57.0
5000 /VUWW%“WMM/\%WWM\Mwwa
98.9 cI
H L 1489 205.0243.1 283.0 3067 23.00
S | ‘!\‘H\‘\H}h}w\‘wh\‘uu“\ “}\M RN I N A m/z 71.05 65.88%
m/z--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 T 1
23.00
m/z 43.00 45.84%
99.0
1\5\0‘\ ‘\L““\ ‘!‘ \“‘\ ““ \“ \}\4\1.‘0\ 18\3\0‘ T \2\4?‘0\ L
m/z--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
——
23.00
5000 ITI/Z 85.00 42.15%
99.0
\‘ \‘ h “‘ Il H‘ | 7\14‘10 182.0 2400
e
m/z--> 50 100 150 200 250 300
Abundance #123961: Heptadecane —
57.0 23.00
m/z 59.00 39.08%
5000
99.0
‘ ““ ! ““ | 1410 1830 2400
m/z--> 50 100 150 200 250 300 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58342.D

Acqg On : 20 Jul 2023 1:02
Operator : CG/JU

Sample : 03452-19

Misc :

ALS Vvial : 14 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|
3-Penten-2-o0l 3.123 334.2 ng/ul 3616240 1 7.894 216397 20.0
(DEL) Alkane: S... 3.911 4.5 ng/ul 48952 1 7.894 216397 20.0
Prenol 4.069 39.2 ng/ul 424478 1 7.894 216397 20.0
Formamide, N,N-... 4.151 14.0 ng/ul 151936 1 7.894 216397 20.0
2-Butenal, 3-me... 4.234 17.9 ng/ul 194122 1 7.894 216397 20.0
2-Butene, 1-bro... 4.304 24.4 ng/ul 263720 1 7.894 216397 20.0
unknown-01 4.451 12.1 ng/ul 130429 1 7.894 216397 20.0
1-Butanol, 3-me... 4.586 4.4 ng/ul 47939 1 7.894 216397 20.0
2-Pentanol, 3-m... 4.639 61.9 ng/ul 669187 1 7.894 216397 20.0
unknown-02 4.674 33.6 ng/ul 363317 1 7.894 216397 20.0
Cyclopentane, n... 4.715 16.1 ng/ul 174304 1 7.894 216397 20.0
N,N-Dimethylace... 5.356 7.8 ng/ul 83824 1 7.894 216397 20.0
2-Cyclohexen-1-0l 5.791 37.8 ng/ul 409159 1 7.894 216397 20.0
unknown-03 5.832 6.2 ng/ul 67295 1 7.894 216397 20.0
unknown-04 5.891 30.3 ng/ul 327432 1 7.894 216397 20.0
Cyclohexene, 3-... 6.178 6.6 ng/ul 71254 1 7.894 216397 20.0
unknown-05 6.402 20.7 ng/ul 223514 1 7.894 216397 20.0
2-Cyclohexen-1-one 6.519 41.0 ng/ul 443964 1 7.894 216397 20.0
Hydrazine, (1-m... 6.725 9.2 ng/ul 99864 1 7.894 216397 20.0
unknown-06 7.577 17.9 ng/ul 193924 1 7.894 216397 20.0
unknown-07 8.065 13.3 ng/ul 143859 1 7.894 216397 20.0
2-Fluoropyridine 8.141 19.4 ng/ul 210320 1 7.894 216397 20.0
2-Chlorocyclohe... 8.211 57.0 ng/ul 616243 1 7.894 216397 20.0
Octasiloxane, 1... 8.852 14.1 ng/ul 152732 1 7.894 216397 20.0
unknown-08 8.916 4.6 ng/ul 49675 1 7.894 216397 20.0
(DEL) Alkane: S... 9.198 2.5 ng/ul 26514 1 7.894 216397 20.0
unknown-09 10.044 10.3 ng/ul 202242 2 10.697 392060 20.0
unknown-10 11.073 5.5 ng/ul 107375 2 10.697 392060 20.0
unknown-11 11.361 5.1 ng/ul 99410 2 10.697 392060 20.0
unknown-12 11.419 7.3 ng/ul 143055 2 10.697 392060 20.0
2,2-Dimethyl-4-... 11.502 4.4 ng/ul 86454 2 10.697 392060 20.0
(DEL) Alkane: S... 12.136 2.1 ng/ul 40544 2 10.697 392060 20.0
1,1'-Biphenyl, ... 15.785 4.3 ng/ul 119134 3 14.533 558230 20.0
(DEL) Alkane: S... 22.953 2.9 ng/ul 105941 5 21.525 720644 20.0
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