LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc :

ALS Vvial : 44 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: BGO58373.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.124 3 6 7 rBV 1766256 1869509 26.73% 7.964%
2 3.148 7 10 37 rVB 3745076 6993209 100.00% 29.789%
3 3.612 83 89 97 rBV 14281 27217 0.39% 0.116%
4 3.741 107 111 125 rBV4 41154 105415 1.51% 0.449%
5 3.859 127 131 136 rWwV 34959 49606 0.71% 0.211%
6 3.906 136 139 147 rVV2 24341 46530 0.67% 0.198%
7 3.988 150 153 160 rVV3 16161 26703 0.38% 0.114%
8 4.070 160 167 176 rVV2 153212 279386 4.00%  1.190%
9 4.147 176 180 190 rvVv 143806 240625 3.44% 1.025%
106 4.235 190 195 203 rW 87027 146248 2.09% 0.623%
11  4.305 203 207 209 rW 23944 33872 0.48% 0.144%
12 4.329 209 211 219 rVB2 20638 28706 0.41% 0.122%
13 4.452 227 232 241 rBV3 49508 92138 1.32% 0.392%
14  4.587 249 255 257 rBV3 18117 32620 0.47% 0.139%
15 4.640 257 264 267 rW 284681 474037 6.78% 2.019%
16 4.675 267 270 282 rVB 109017 188392 2.69% 0.802%
17 5.081 332 339 345 rBV 47794 79533 1.14% 0.339%
18 5.357 380 386 400 rVB2 47768 90507 1.29% 0.386%
19 5.792 450 460 465 rBvV 318582 616903 8.82% 2.628%
20 5.892 472 477 503 rVB3 73561 262252 3.75% 1.117%
21 6.180 520 526 533 rBv4 56423 124134 1.78% 0©.529%
22 6.409 560 565 572 rWwv2 35189 84385 1.21% 0.359%
23 6.520 577 584 594 rVB 381325 668207 9.56%  2.846%
24  6.720 609 618 624 rBvV2 33901 76370  1.09% 0.325%
25 6.773 624 627 633 rVW7 12672 30150 0.43% 0.128%
26 7.061 670 676 681 rVW 18970 34877 0.50% 0.149%
27 7.126 683 687 694 rVB4 23320 41263 0.59% 0.176%
28 7.220 698 703 712 rVB 28756 46889 0.67% 0.200%
29 7.431 728 739 745 rBV4 24057 56774 0.81% 0.242%
30 7.578 759 764 768 rBV2 47369 85604 1.22% 0.365%
31 7.895 812 818 825 rVB 148692 247333  3.54% 1.054%
32 7.966 825 830 836 rBvV 26076 45909 0.66% 0.196%
33 8.066 841 847 854 rvw2 88871 174618 2.50% 0.744%
34 8.142 854 860 866 rvw4 116149 225921 3.23% 0.962%
35 8.212 866 872 885 rVB 602315 1055223 15.09%  4.495%
36 8.665 943 949 954 rBV5 18936 47205 0.68% 0.201%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc :

ALS Vvial : 44 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 8.724 954 959 968 rvB3 25039 55983 0.80% 0.238%
38 8.853 973 981 985 rBV6 43036 96362 1.38% 0.410%
39 9.059 1010 1016 1028 rBV 37772 79842 1.14% 0.340%
40 9.194 1034 1039 1044 rBV6 16503 30114 0.43% 0.128%
41  9.341 1060 1064 1071 rVV3 22668 55091 ©0.79% 0.235%
42 9.440 1077 1081 1084 r\VV4 13361 26977 0.39% 0.115%
43 9.499 1088 1091 1103 rVB9 18992 46530 0.67% 0.198%
44  9.781 1133 1139 1146 rVB3 35327 69069 0.99% 0.294%
45 10.046 1179 1184 1189 rBV3 32875 80767 1.15% 0.344%
46 10.322 1220 1231 1236 rBV3 18180 56539 0.81% 0.241%
47 10.551 1262 1270 1281 rVB3 30971 65258 ©0.93% 0.278%
48 10.698 1285 1295 1302 rBV 236468 434222 6.21% 1.850%
49 10.868 1313 1324 1330 rBV 25120 55178 0.79% 0.235%
50 11.086 1354 1361 1362 rBV3 23090 40680 0.58% 0.173%
51 11.326 1398 1402 1405 rBV 27915 46589 0.67% 0.198%
52 11.362 1405 1408 1413 rVVv2 27454 44833 0.64% 0.191%
53 11.420 1413 1418 1427 rVV3 36415 87441 1.25% 0.372%
54 11.503 1427 1432 1438 rVB2 30938 57447 0.82% 0.245%
55 11.620 1446 1452 1458 rBV6 11160 31392 0.45% 0.134%
56 12.425 1584 1589 1593 rVV2 21153 34527 0.49% 0.147%
57 12.748 1639 1644 1647 rVV3 28870 47334 0.68% 0.202%
58 12.895 1664 1669 1673 rBV3 15984 29390 0.42% 0.125%
59 13.935 1840 1846 1854 rBV 111925 167830 2.40% 0.715%
60 14.229 1889 1896 1908 rVB 103132 190592 2.73% 0.812%
61 14.534 1938 1948 1954 rBV 416894 647143  9.25%  2.757%
62 14.775 1987 1989 1996 rVB4 18329 28911 0.41% 0.123%
63 15.522 2110 2116 2122 rBV 181875 276778 3.96% 1.179%
64 15.580 2122 2126 2130 rVB2 15399 25842 0.37% 0.110%
65 15.645 2130 2137 2142 rBV3 23062 38696 ©.55% 0.165%
66 15.780 2156 2160 2166 rVB 40715 58542 0.84% 0.249%
67 15.886 2170 2178 2184 rBV2 19165 35766 ©.51% 0.152%
68 16.503 2278 2283 2289 rVB 38971 57951 0.83% 0.247%
69 17.184 2396 2399 2406 rVB 25283 33264 0.48% 0.142%
70 17.278 2408 2415 2419 rBV 515642 838475 11.99% 3.572%
71 17.319 2419 2422 2427 rVW 161503 239432  3.42% 1.020%
72 17.378 2427 2432 2436 rVV 65495 107540 1.54% 0.458%
73 17.455 2440 2445 2451 rVB3 15964 26921 0.38% 0.115%
74 17.872 2509 2516 2521 rBV3 28756 63218 0.90% 0.269%
75 17.936 2523 2527 2533 rVB3 19649 25933 0.37% 0.110%
76 18.160 2558 2565 2568 rBV2 47782 73124 1.05% 0.311%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO71723.MA.M
Title : SVOA CALIBRATION
77 18.201 2569 2572 2578 rVB3 25033 34976 ©.50% 0.149%
78 18.348 2591 2597 2601 rBV2 35031 65549 0.94% 0.279%
79 18.653 2642 2649 2654 rBV2 36008 68228 0.98% 0.291%
80 19.076 2714 2721 2723 rBV7 11019 25814 0.37% 0.110%
81 19.106 2723 2726 2734 rVB7 16695 27823 0.40% ©.119%
82 19.329 2759 2764 2771 rVB 215623 318327 4.55% 1.356%
83 19.664 2815 2821 2824 rBV 254508 384726 5.50% 1.639%
84 19.693 2824 2826 2833 rVV 163316 208209 2.98% 0.887%
85 20.187 2907 2910 2914 rVB3 34608 47567 ©.68% 0.203%
86 20.287 2923 2927 2931 rBV2 24024 31381 0.45% 0.134%
87 20.903 3027 3032 3037 rBV2 87711 126892 1.81% 0.541%
88 21.168 3072 3077 3080 rBV2 19921 32448 0.46% 0.138%
89 21.409 3114 3118 3125 rVB 70104 104704 1.50% 0.446%
90 21.526 3130 3138 3143 rVV2 492568 923221 13.20%  3.933%
91 21.573 3143 3146 3154 rVB 79184 127462 1.82% ©.543%
92 22.290 3264 3268 3276 rVB4 39438 73759 1.05% 0.314%
93 22.948 3374 3380 3389 rBv4 63317 147853 2.11% 0.630%
94 23.536 3475 3480 3488 rVB4 31288 67682 ©0.97% ©.288%
95 23.671 3497 3503 3508 rBV2 36420 106327 1.52% ©.453%
96 23.735 3509 3514 3522 rVB4 91057 199167 2.85% ©.848%
97 24.358 3615 3620 3627 rVB6 28007 59315 ©.85% ©0.253%
98 24.658 3661 3671 3683 rBV 291349 847281 12.12% 3.609%
99 25.739 3849 3855 3865 rvB2 43360 123927 1.77% 0.528%
100 27.049 4072 4078 4090 rVB8 25148 87419 1.25% 0.372%
Sum of corrected areas: 23475850
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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: BG058373.D\data.ms

148
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Abundance TIC: BG058373.D\data.ms

o

3500000
3000000
2500000
2000000
1500000

1000000

21.52
500000 14.534 17.278 526

15522 19,33 034
13.988.229 |14 775 TB@R8s 16503 17 1BE{5STm0ens0as.couaans || 200as7 20PBRRMWS7S  22.200

L T e e e e e e e T
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Abundance TIC: BG058373.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 1 3-Buten-2-o0l, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.124 151.17 ng/ul 1869510 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 80
2 3-Penten-2-o0l 86 C5H100 001569-50-2 64
3 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 64
4 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 53
5 3-Penten-2-o0l 86 C5H100 001569-50-2 53
Abundance Scan 6 (3.124 min): BG058373.D\data.ms (-3) (-) m/z 71.00 100.00%
43.0 71.0
5000
R RREE A RRRRaREEe
‘58-0 86.0 3.203.303.403.50
oH_‘H_m‘HulM‘;wl‘m‘mm,‘mw_m,ww m/z 43.00  85.92%
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
5000 T[T T T T[T T T[T T T[T TT 1
3.203.303.403.50
27.0 m/z 41.00 46.59%
58.0
s S
O\\‘\\‘\1‘\\}1‘\\\\‘i\‘“\\“\\‘\\‘\\\“\“‘\‘\\\’\\}\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0 71.0
R RRRER e RaaaE
3.203.303.403.50
5000 m/z 45.00 35.04%
27.0
58.0 86.0
14.0
] R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)- R AR
71.0 3.203.303.403.50
m/z 39.00 32.12%
43.0
5000
29.0
ol 180 58.0 | 840 970 116.0
A R e R AARAN T T T
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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 Cyclobutane, ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.148 565.49 ng/ul 6993210 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 95
2 Cyclohexene 82 C6H10 000110-83-8 94
3 Cyclohexene 82 C6H10 000110-83-8 91
4 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
5 Cyclohexene 82 C6H10 000110-83-8 91
Abundance  Scan 10 (3.148 min): BG058373.D\data.ms (-7) (-) m/z 67.00 100.00%
540 67.0
5000 82.0
39'0 \\\‘H\\‘\H\‘\H\‘\\H‘\\
‘ I 740 | 3.203.303.403.503.60
Ofrrrrmrrmrrrsreremrrst e Wb b e M/Z 54.00 91.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5000 L L L I L B L B L B
41.0 82.0 3.203.303.403.503.60
m/z 82.00 43.84%
27.0
O HH‘\\H‘HH‘HH‘Hi\‘\H\‘HH}\M\‘HHH}!\}\\H‘\\Hi\ }\‘Zﬁiq{l‘!\h‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67.0
54.0 RRERREEEEE
3.203.303.403.503.60
m/z 39.00 23.97%
5000 410 82.0
27.0
0 15.0
R N LA e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1357: Cyclohexene RRRARENREEEEESESS SRR
67.0 3.203.303.403.503.60
54.0 m/z 41.00 13.64%
5000
41.0 82.0
27.0
0‘m_m_uwuwwwuwwqmwmﬂmqmwuwwmZﬁQMLmWHW R RARREEEaEIESTSsEEATRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 23
R.T. EstConc Area Relative to ISTD R.T.
3.859 4.01 ng/ul 49606 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
2 Isothiazole 85 C3H3NS 000288-16-4 9
3 Dimethylketene 70 C4H60 000598-26-5 9
4 Borane, ethyldimethyl- 70 C4H11B 001113-22-0 9
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 7
Abundance Scan 131 (3.859 min): BG058373.D\data.ms (-127) (-) m/z 85.00 100.00%
85.0
41.0
5000
60.0
499 | 69.0 3.60 3.80 4.00 4.20
0 ‘H““‘_““‘H“‘uu““w“‘cw““uk“‘H m/z 41.00 77.30%
miz--> 10 20 30 40 90
Abundance #1735: 2—Pyrro||d|nor1e
85.0
300 420
5000 R N R
3.60 3.80 4.00 4.20
m/z 43.00 41.45%
56.0
150 e ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 50 60 70 80 90
Abundance
85.0
e RRREEE R e
3.60 3.80 4.00 4.20
m/z 39.00 30.85%
5000 58.0 /
45.0
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #604: Dimethylketene T AR EEE Y
41.0 3.60 3.80 4.00 4.20
m/z 60.00 28.58%
5000 70.0
27.0
IS B .~ N P | PR YN L.V WU
m/z--> 10 20 30 40 50 60 70 80 90 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 Sample Multiplier: 1

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

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

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

Peak Number 5 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.906 3.76 ng/ul 46530 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 9
2 3-Pyrrolidinol 87 C4HONO 040499-83-0 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 Butyl aldoxime, 3-methyl-, anti 101 C5H11NO 005775-74-6 9
5 3-Hexanol 102 C6H140 000623-37-0 9
Abundance Scan 139 (3.906 min): BG058373.D\data.ms (-136) (-) m/z 59.00 100.00%
43.0 59.0
5000
“‘H“‘H“‘A/Afhﬁ‘
| | ‘ 770 87‘.0 3.60 3.80 4.00 4.20
O R B e L R B o m/z 43.00  91.25%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2249: Silane, ethyldimethyl-
59.0
5000 I RN R RN
45.0 3.60 3.80 4.00 4.20
73.0 o
87.0 m/z 57.00 19.75%
OH‘:\L?\.(\)‘\\\%?‘-;9\\‘}‘10\‘\‘\‘\‘\}‘HH‘MH‘\H‘MHH
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0

3.60 3.80 4.00 4.20

5000 ITI/Z 41.00 16.06%
57.0 8.0 87.0
O T T e R T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #298: Guanidine E R e A RRRAREN
43.0 59.0 3.60 3.80 4.00 4.20

m/z 54.95 10.49%

5000

28.0

oAt PP
m/z--> 10 20 30 40 50 60 70 80 90 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 Prenol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.070  22.59 ng/ul 279386 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 72
2 Prenol 86 C5H100 000556-82-1 45
3 1-Butene, 2-chloro-3-methyl- 104 C5H9Cl 017773-64-7 32
4 Prenol 86 C5H100 000556-82-1 30
5 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 30
Abundance Scan 167 (4.070 min): BG058373.D\data.ms (-160) (-) m/z 71.00 100.00%
41.0 710
5000
A RE RS AR
H ‘1940 3.80 4.00 4.20 4.40
Ol V2069 n/y 41,60 88.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1911: Prenol
71.0
41.0

5000 BN ALV
3.80 4.00 4.20 4.40
m/z 53.00 47.55%
17.0 H ‘
0 ””L\HM‘\H“M“‘M“‘M“w“‘w“ww“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71.0
3‘804‘004‘204‘40
5000 41.0 m/z 39.00  45.27%
0 %ﬁ?w“w“w"H\‘H‘\H“M‘H\‘H‘\H“w“w“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5472: 1-Butene, 2-chloro-3-methyl- R EESEEEEREEEE
41.0 69.0 3.80 4.00 4.20 4.40

m/z 43.00 43.82%

5000 104.0 WN\JL/\/U
0 \‘u Lﬂ \‘\ H‘H ‘\ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:37 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.147 19.46 ng/ul 240625 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 47
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 47
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 47
4 2,3-Epoxybutane 72 C4H80 003266-23-7 43
5 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 38
Abundance Scan 180 (4.147 min): BG058373.D\data.ms (-176) (-) m/z 43.00 100.00%
43.0 73.0
57.0
5000
‘ ‘ 3.80 4.00 4.20 440
87.0

0berrrrrrrerrrert e gl el 49z 73.00 91.37%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #847: Formamide, N,N-dimethyl-
44.0 73.0

5000 350 .00 420 440
28.0

m/z 44.00 79.64%

15.0
“ ” 58.0
H\‘\H\‘H\‘\‘\\H‘U\“\\‘H{MHH‘MH’\H\‘H\\‘HH‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
44.0 73.0

\‘\\\\‘\\V\’\\\\‘\\\\’\

3.80 4.00 4.20 4.40

o

5000 m/z 57.00 52.64%
15.0 300
58.0
o N SO S SN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #848: Formamide, N,N-dimethyl- ‘_““H“,“H““W‘
440 73.0 3.80 4.00 4.20 4.40

m/z 42.00 43.51%

5000 1, 28,0
0
J Wl I,
S e SRS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40

o

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:38 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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-Butenal, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4,235 11.83 ng/ul 146248 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 91
2 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 81
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 59
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 52
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 50
Abundance Scan 195 (4.235 min): BG058373.D\data.ms (-190) (-) m/z 83.95 100.00%
55.0 840
5000
A A RAam R
‘ 4.00 4.20 4.40 4.60
bl bl b 2069 Ly 54,95 81.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
5000 LB B L I R L L
29.0 4.00 4.20 4.40 4.60
m/z 38.95 51.12%
0 \\\‘\‘!\\“M\‘HJ‘}“‘\‘\‘H"H\‘\H\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 84.0
s A RARRSRS
20.0 4.00 4.20 4.40 4.60 ;
5000 m/z 41.00 49.99%
-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1633: Furan, 2,3-dihydro-4-methyl- e ANE NN e
550 g4.0 4.00 4.20 4.40 4.60
m/z 82.95 47.51%
5000
27.0
0 \““WH“’}HWHWH_H
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:39 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 3-Penten-1-o0l, 3-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.452 7.45 ng/ul 92138 1,4-Dichlorobenzene-d4 7.895
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-1-o0l, 3-methyl- 100 C6H120 001708-99-2 53
2 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 52
3 3-Hexen-1-o0l 100 C6H120 000544-12-7 47
4 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 47
5 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 47
Abundance Scan 232 (4.452 min): BG058373.D\data.ms (-227) (-) m/z 41.00 100.00%
41.0
o M AJ\AJ\ij\Aﬂ%thH
' 4.20 4.40 4.60 4.80
100.0 : : : :
0 e e 200 | m/z 55.00  46.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4365: 3-Penten-1-ol, 3-methyl-
41.0
67.0
5000 UL B B B B R
4.20 4.40 4.60 4.80
100.0 m/z 70.00  43.72%
0\\\‘\\‘\\‘1”\\\”}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 67.0
4.20 4.40 4.60 4.80
5000 m/z 67.00 42 .86%
0 15.0 100.0
B AL B L L o e W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4269: 3-Hexen-1-0
41.0 4.20 4.40 4.60 4.80
m/z 69.00 40.50%
67.0
5000
0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 5-Hexyn-3-ol Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
4.587 2.64 ng/ul 32620 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hexyn-3-ol 98 C6H100 019780-84-8 53
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 50
3 2-Dodecanol, 2-methyl- 200 C13H280 001653-37-8 50
4 Acetic acid, 3-methoxy-2-butyl e... 146 C7H1403 1000151-29-7 45
5 Butanamide 87 C4H9NO 000541-35-5 45

Abundance Scan 255 (4.587 min): BG058373.D\data.ms (-249) (-) m/z 59.00 100.00%

59.0
5000 /\Jk
“H‘_‘H“H‘W‘H“
38 83.0 107.0 4.20 4.40 4.60 4.80 5.00
ob R 80 2989 ;43,00 42.51%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3544 5-Hexyn-3-ol
59.0
31.0

5000 e R RRARERC it Se
4.20 4.40 4.60 4.80 5.00

m/z 41.00 18.41%

L0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0

4.20 4.40 4.60 4.80 5.00

o

5000 ITI/Z 107 .00 11.02%
0 83.0 123.0 159.0
e L R AR e R S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76042: 2-Dodecanol, 2-methyl- e
59.0 4.20 4.40 4.60 4.80 5.00

m/z 39.00 8.48%

5000

185.0
290 ) 4 97.0 135.0 | Nf

e D A

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:41 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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-Pentanol, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.640  38.33 ng/ul 474037  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 56
2 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 50
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 45
4 1-Butene, 4-methoxy 86 C5H100 004696-30-4 40
5 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
Abundance Scan 264 (4.640 min): BG058373.D\data.ms (-257) (-) m/z 45.00 100.00%
45.0
5000 //k
R AREEEEEEEEES SR
H 69.0 4.40 4.60 4.80 5.00
Obrrrrrrreloesprbes 2000 2070 sz 43.00 19.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5013: 2-Pentanol, 3-methyl-
45.0

5000 A A AT s A
4.40 4.60 4.80 5.00

m/z 41.00 18.41%

150 | | 690
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0

4.40 4.60 4.80 5.00

o

5000 ITI/Z 39.00 8.41%
73.0
0 19.0
R A I o e A
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #2394: (R)-(-)-3-Methyl-2-butanol P e R
45.0 4.40 4.60 4.80 5.00

m/z 69.00 8.41%

5000
104y | 730 J
0 L ‘ \

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:42 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.675 15.23 ng/ul 188392 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-7
2 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-5
3 Formamide, N-methyl- 59 C2H5NO 000123-3

4 Guanidine 59 CH5N3 000113-0
5 Formamide, N-methyl- 59 C2H5NO 000123-3

kDQ\DU'IOO
\IOO\I\IUU
H U1 U1 O O

Abundance Scan 270 (4.675 min): BG058373.D\data.ms (-267) (-) m/z 59.00 100.00%

59.0
5000

89,0 4.40 4.60 4.80 5.00
ol 2929 nyz 43,00 23.34%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9934: Propanoic acid, 2-hydroxy-2-methyl-, methyl este
59.0

5000 P o e
4.40 4.60 4.80 5.00

31.0 m/z 71.00 6.55%

\‘ . 80.0 103.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0

4.40 4.60 4.80 5.00

o

5000 m/z 89.00 4.09%
31.0
0 89.0 117.0
R T R R e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #281: Formamide, N-methyl- e e
30.0 590 4.40 4.60 4.80 5.00
m/z 60.00 3.93%
5000
OHH‘\‘\m‘i‘\H\pH\‘\H\‘\H\‘HH‘HH‘HH‘HH, /\”{\
m/z--> 20 40 60 80 100 120 140 160 180 4.40 4.60 4.80 5.00

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:43 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 Butanal, oxime Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.081 6.43 ng/ul 79533  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, oxime 87 C4H9NO 000110-69-0 72
2 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 64
3 Acetamide 59 C2H5NO 000060-35-5 59
4 1,3-Dioxane, 2,2-dimethyl-5-hydr... 132 C6H1203 1000381-75-6 59
5 Guanidine, monothiocyanate 116 C2H4N4S 056960-89-5 50

Abundance Scan 339 (5.081 min): BG058373.D\data.ms (-332) (-) m/z 59.00 100.00%

59.0
5000 \Jk
4.805.00 5.20 5.40
85.0 : : : :
0“H“§K ‘Hm‘wuu‘H“_“W“H‘H“_“EQZP m/z 43.00 56.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2098: Butanal, oxime
59.0
5000 \\\‘86\\6\0\”‘””‘””
270 4.80 5.00 5.20 5.40
m/z 41.00  44.45%
O 87'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
R AERAREEEEREN e
31.0 4.80 5.00 5.20 5.40
5000 m/z 42.00 26.63%
ol et e Ml e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #274: Acetamide
59.0 4.80 5.00 5.20 5.40
m/z 57.00 19.63%
5000
15.0
0! R R R RN R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:44 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 17
R.T. EstConc Area Relative to ISTD R.T.
5.357 7.32 ng/ul 90507 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 50
2 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 50
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 49
4 1,3-Cyclohexanediol, cis- 116 C6H1202 000823-18-7 35
5 Butanal 72 C4H80 000123-72-8 22
Abundance Scan 386 (5.357 min): BG058373.D\data.ms (-380) (-) m/z 44.00 100.00%
44.0
87.0
5000
69.0 5.00 5.20 5.40 5.60
L ugo  SSmewSK
01— N‘ o ““‘ e m/z 43.00 67.27%
m/z--> 20 40 80 100 120 140
Abundance #2110: N,N—Dlmethylacetamide
44.0
87.0
5000 L S AL B BN B
5.00 5.20 5.40 5.60
m/z 87.00 60.02%
150 e
O\\\\‘\\\\‘\\\’\\\\’\\\\’\\\\’\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
44.0
A A e
87.0 5.00 5.20 5.40 5.60
5000 m/z 42.00 55.64%
28.0 71.0
e R
miz--> 20 40 60 80 100 120 140
Abundance #2113: N,N-Dimethylacetamide R RRAAR
44.0 5.00 5.20 5.40 5.60
m/z 83.00 54.52%
87.0
5000
15.0 ‘
0“‘w“‘ku“‘ L e e R N REESS e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:45 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 5
R.T. EstConc Area Relative to ISTD R.T.
5.792 49.88 ng/ul 616903 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 76
3 2-Cyclohexen-1-0l 98 C6H100 000822-67-3 76
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 74
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43
Abundance Scan 460 (5.792 min): BG058373.D\data.ms (-450) (-) m/z 70.00 100.00%
70.0
5000 Lo ¢ }k
s SRR
‘ 5.40 5.60 5.80 6.00 6.20
0 Dl lisore 2070 28LG L. 55.0p  49.58%
miz-> 50 100 150 200 250
Abundance #3579: 2-Cyclohexen-1-ol
70.0
5000 BB AR
39.0 5.40 5.60 5.80 6.00 6.20
(J m/z 83.00 47.30%
0 Ly “‘\‘ : \“‘h‘ L‘l“]\- ?\0 L I B s B Bt B B B
miz--> 50 100 150 200 250
Abundance
70.0
RS e
5.40 5.60 5.80 6.00 6.20
5000 m/z 97.00 38.52%
0 L L . — e e
miz--> 50 100 150 200 250
Abundance #3585: 2-Cyclohexen-1-ol R R
70.0 5.40 5.60 5.80 6.00 6.20
m/z 39.00 37.74%
0 e WESRNUERSSNAT
m/z--> 50 100 150 200 250 5.40 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.892 21.21 ng/ul 262252 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanamide, N-(4-methoxyphenyl)... 207 C12H17NO2 056619-94-4 35
2 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 35
3 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 35
4 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25NO4 1010316-17-5 35
5 1,2-Benzisothiazol-3-amine, TBDM... 264 C13H20ON2SSi 1000332-57-2 35

Abundance Scan 477 (5.892 min): BG058373.D\data.ms (-472) (-) m/z 73.00 100.00%

73.0
207.0
5000
147.0 281.0
'341_0 L L L B B
‘ | ‘ | 41504751 40 5.60 5.80 6.00 6.20
o_‘Hm‘mmMm',kwwﬂ_w‘uA‘LHmHmWum_m\(‘ m/z 207.00  74.66%

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

Abundance #83834: Propanamide, N-(4-methoxyphenyl)-2,2-dimeth
207.0

57.0
5000 123.0

r

5.60 5.80 6.00 6.20
m/z 193.00 42.47%

h\ ‘ ||

0‘\\\\‘l\\‘\‘\“\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
207.0
R RARREES
5.60 5.80 6.00 6.20
5000 ITI/Z 147 .00 32.72%
73.0
015.0 133.0
L R B o  m s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102257: Cyclotrisiloxane, hexamethyl- B RREEa R
207.0 5.60 5.80 6.00 6.20
m/z 281.00  24.76%
5000
96.0
e U U SUSUUN)  PUY I ¥ B S SN
m/z--> 0 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 Cyclohexene, 3-chloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.180 10.04 ng/ul 124134  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 83
2 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 72
3 Cyclohexene, 3-chloro- 116 C6HIC1 002441-97-6 68
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 59
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 59
Abundance Scan 526 (6.180 min): BG058373.D\data.ms (-520) (-) m/z 80.95 100.00%
81.0
5000

AEWANNED L VY-
5.80 6.00 6.20 6.40 6.60

147.9 207.0 281.0 400.9
orﬁ#mm““z'l“gg' m/z 79.00  43.11%

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

Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 LI L B L LA LA BN B B
5.80 6.00 6.20 6.40 6.60
m/z 52.95 29.21%
0‘\\\‘“‘"“‘\”\ h‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
81.0
R R T,
5.80 6.00 6.20 6.40 6.60
5000 m/z 80.00 25.34%
27.0
0 160.0
R A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 A
Abundance #9428: Cyclohexene, 3-chloro- R Baa RERARET
81.0 5.80 6.00 6.20 6.40 6.60
m/z 41.00 24.30%
5000
ZIT
m/z--> 0 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 unknown-06 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

6.409  6.82 ng/ul 84385 1,4-Dichlorobenzene-da  7.895

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 46
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007518 019095-24-0 43

3 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 38
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 38
5 5,5'-Di(ethoxycarbonyl)-3,3"-dim... 402 C23H34N204 102586-97-0 38
Abundance Scan 565 (6.409 min): BG058373.D\data.ms (-560) (-) m/z 73.00 100.00%
73.0
207.0
5000

146.9 W

3410 T T T T

‘ 415 0 48925491 | 6:00 6.20 6.40 6.60 6.80
(| B— m_m 1 J“_“‘! NI J‘H:wm_m\m m/z 207.00  82.78%

m/z--> 0 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 T T T T T T T T T
6.00 6.20 6.40 6.60 6.80
m/z 192.95 43.76%
133.0 281.0 355.0
O ‘\\\\‘\\\\‘\\\\\\‘\\\\‘I\\l\\‘\L\‘\‘\\J\\\‘L\\\‘4\.2\\9\(‘)ﬂ8\\9‘\0\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
R RRARARRR T
6.00 6.20 6.40 6.60 6.80
5000 207.0 m/z 146.95 36.52%
281.0
147.0
341.0
0 429.0 503.0563.(
T T R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101311: 1,2-Bis(trimethylsilyl)benzene R RRARARRE T
207.0 6.00 6.20 6.40 6.60 6.80
m/z 280.95 26.63%
5000
73.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:48 2023 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 2-Cyclohexen-1-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.520 54.03 ng/ul 668207 1,4-Dichlorobenzene-d4 7.895

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 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 16
Abundance Scan 584 (6.520 min): BG058373.D\data.ms (-577) (-) m/z 67.95 100.00%

68.0
5000

“‘ 6.20 6.40 6.60 6.80
H uM
Ay

ob— A L2219 2951 3%6.040L1 ./, g6.00 30.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3150: 2-Cyclohexen-1-one
68.0
5000 LB L B B A B R |

6.20 6.40 6.60 6.80
m/z 39.00 23.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance
68.0

6.20 6.40 6.60 6.80

5000 m/z 40.00 19.11%
26.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #3152: 2-Cyclohexen-1-one R AR wEEERE
68.0 6.20 6.40 6.60 6.80

m/z 42.00 9.52%

5000 /\\
0 \Wu

m/z--> 50 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Fri Jul 21 ©6:16:49 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 Propane, 1l-ethoxy- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.720 6.18 ng/ul 76370  1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-ethoxy- 88 C5H120 000628-32-0 53
2 Propane, 1l-ethoxy- 88 C5H120 000628-32-0 53
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50
4 Hydrazine, (1-methylpropyl)- 88 C4H12N2 030924-14-2 50
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 47
Abundance Scan 618 (6.720 min): BG058373.D\data.ms (-609) (-) m/z 59.00 100.00%
59.0
5000 A
‘ 6.40 6.60 6.80 7.00
131.1 208.0 341.0 et a
ob— “L‘“w“m S e 8L ST m/z 42,95 95.07%
miz--> 50 100 150 200 250 300 350
Abundance #2370: Propane, 1-ethoxy-
31.0
5000 LB L B R I B B |
6.40 6.60 6.80 7.00
JL 88.0 m/z 45.00  37.65%
O\\“ ‘1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
59.0
6.40 6.60 6.80 7.00
5000 m/z 88.00 24 .48%
15.0
o i e
m/z--> 50 100 150 200 250 300 350
Abundance #5007: 2-Pentanol, 2-methyl- SNBSS W AN
59.0 6.40 6.60 6.80 7.00
m/z 71.00 17.67%
5000
Olsq‘ ul ‘80
7
m/z--> 50 100 150 200 250 300 350 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 unknown-07 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.125 3.34 ng/ul 41263 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Thiopheneacetamide 141 C6H7NOS 013781-66-3 47
2 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 38
3 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 32
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 25
5 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 23
Abundance Scan 687 (7.125 min): BG058373.D\data.ms (-683) (-) m/z 97.00 100.00%
97.0
43.0
5000
141.1 /‘\_wa,mwwm,
| ‘ 192.9 2800 354, 6.80 7.00 7.20 7.40
0b— Attt m/z 43.00 69.30%
miz--> 50 100 150 200 250 300 350
Abundance #21764: 3-Thiopheneacetamide
97.0
5000 LB L B I B B R |
45.0 6.80 7.00 7.20 7.40
141.0 m/z 83.00 67.87%
0
miz--> 50 100 150 200 250 300 350
Abundance
97.0
6.80 7.00 7.20 7.40
5000 m/z 55.00 66.77%
43.0
N
m/z--> 50 100 150 200 250 300 350
Abundance #7173: 1-(Trimethylsilyl)-1-propyne o mammama S
97.0 6.80 7.00 7.20 7.40
m/z 98.10 30.32%
5000
43.0
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.578 6.92 ng/ul 85604 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 35
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 35
3 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 35
4 2-Butene 56 C4H8 000107-01-7 30
5 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 30
Abundance Scan 764 (7.578 min): BG058373.D\data.ms (-759) (-) m/z 41.00 100.00%
41.0
- J@\/ﬂf
‘3'0 7.20 7.40 7.60 7.80 8.00
206.9 355.1 : : : : :
ol uh“‘!w“‘m e m/z 56.00  72.24%
m/z--> 0 50 100 150 200 250 300 350
Abundance #210: 1-Propene, 2-methyl-
41.0
5000
7.20 7.40 7.60 7.80 8.00
m/z 71.00 66.38%
02‘.0\\‘“‘\‘“H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance
41.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 69.00 62.80%
2.0
o5 e
m/z--> 0 50 100 150 200 250 300 350
Abundance #5458: 1-Butene, 2-(chloromethyl)-
69.0 7.20 7.40 7.60 7.80 8.00
m/z 39.00 51.95%
50001 27.0
0 “u‘u“‘m“m_m_m‘mw
m/z--> 0 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33

Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 27 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.966 3.71 ng/ul 45909 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 64
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 52
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 47
4 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 46
5 3-Hexene, 3,4-dimethyl-, (Z)- 112 C8H16 019550-87-9 43
Abundance Scan 830 (7.966 min): BG058373.D\data.ms (-825) (-) m/z 55.00 100.00%
55.0
- f\ﬁwuwﬂvk‘/\]\ﬂ/\wkww
1o 607.808008.20
‘H ] | 2069 2670 3550 415 007808008
obdidiy LT O ST T m/z 39.00 23.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000
7.60 7.80 8.00 8.20
112.0 m/z 57.00 20.11%
0 H\\“"“\“h\\“‘\“\H\‘\H\‘\H\‘HH‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
A
7.60 7.80 8.00 8.20
5000 m/z 112.00 19.20%
112.0
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #7550: 3-Heptene, 4-methyl- N AEEREsREESRR
55.0 7.60 7.80 8.00 8.20
m/z 41.00 17.56%
5000
112.0
" ‘M L“ \\‘ m‘\ | ‘\
ol R L R
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 28 Bicyclo[3.1.0]hexan-2-0l, 5... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.066 14.12 ng/ul 174618 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-2-0l1, 5-meth... 112 C7H120 041299-39-2 64
2 7-Oxabicyclo[4.1.0]heptane, 2-me... 112 C7H120 005410-22-0 41
3 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 25
4 2H-Pyran-2-one, 5,6-dihydro-6-pr... 140 C8H1202 016400-69-4 22
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 16
Abundance Scan 847 (8.066 min): BG058373.D\data.ms (-841) (-) m/z 57.00 100.00%

57.0
5000 97.1
| | 1410 2080 2669

A VATHL
0 mh i il 8.0 S m/z 70.00 77.88%

7.80 8.00 8.20 8.40
m/z--> 50 100 150 200 250
Abundance #7485: Bicyclo[3.1.0]hexan-2-ol, 5-methyl-, (1.alpha.,2.be
27.0 70.0
M

5000 P Tt T
7.80 8.00 8.20 8.40

m/z 68.00 58.28%

|z
0! ”“H‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
68.0
A

7.80 8.00 8.20 8.40

5000 m/z 97.10  49.57%
29.0
112.0
0 N
m/z--> 50 100 150 200 250
Abundance  #167740: 2-Ethyl-1-hexanol, pentafluoropropionate e RRERNEEE R
57.0 7.80 8.00 8.20 8.40

m/z 67.00 47.38%

5000
H H ‘ 119.0
0 MWMH“W“““ T — —

m/z--> 50 100 150 200 250 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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-08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.142  18.27 ng/ul 225921 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecenal 182 C12H220 004826-62-4 42
2 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 42
3 2-Bromopropionic acid, 2-ethylhe... 264 C11H21Bro02 130841-38-2 35
4 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 30
5 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 14
Abundance Scan 860 (8.142 min): BG058373.D\data.ms (-854) (-) m/z 57.00 100.00%

57.
97.0
5000

11 1680 7.80 8.00 8.20 8.40
ol il i | 1411 1930 | 2811 | 3551 .. 75,08  95.35%

m/z--> 50 100 150 200 250 300 350
Abundance #56822: 2-Dodecenal
70.0
29.0 N

5000 e
7.80 8.00 8.20 8.40

m/z 97.00  58.26%

‘ WHO
OH‘H \“‘h“ H‘\m‘\‘h“\‘\\‘ 6‘4‘0‘“””‘””‘””“
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A,

7.80 8.00 8.20 8.40

5000 m/z 41.00 41.24%
15.0 96.0
oL bbby 0o
m/z--> 50 100 150 200 250 300 350
Abundance  #152331: 2-Bromopropionic acid, 2-ethylhexyl ester R e RARRa
57.0 7.80 8.00 8.20 8.40

m/z 55.00  38.82%

5000
112.0
L || 15501980

m/z--> O 100 150 200 250 300 350 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.212 85.33 ng/ul 1055220 1,4-Dichlorobenzene-d4 7.895

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 91
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 59
Abundance Scan 872 (8.212 min): BG058373.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
REaREE e
H h 134.0 7.80 8.00 8.20 8.40 8.60
ol Mdadly 1380 2000 3851 414 ., g5 00 22.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #17288: 2-Chlorocyclohexanol
57.0
5000 BEEEEEEEEA AR R
7.80 8.00 8.20 8.40 8.60
m/z 80.95 15.29%
m ‘ 134.0
O\\H\‘1“”‘\”‘“‘”“\“}“\‘H“\‘\H\‘HH‘HH‘\H\‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 14.19%
134.0
I S
m/z--> 50 100 150 200 250 300 350 400
Abundance #17287: 2-Chlorocyclohexanol A T
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 14.09%
m/z--> 50 100 150 200 250 300 350 400 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 cis-1,2-Cyclohexanediol Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.665 3.82 ng/ul 47205 1,4-Dichlorobenzene-d4 7.895

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 83
2 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 72
3 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 64
4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 64
5 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 64
Abundance Scan 949 (8.665 min): BG058373.D\data.ms (-943) (-) m/z 70.00 100.00%
70.0
5000 420
98.0
R R L o
8.40 8.60 8.80 9.00
267.(

0’ e 2980 T m/z 56.95  80.99%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #9197: cis-1,2-Cyclohexanediol

70.0
5000 980
e
42.0 8.40 8.60 8.80 9.00
m/z 83.00 42.88%
O\1\4\.9‘1“\\H\‘\\M‘i\‘m”\“‘hHM‘H\!‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
70.0
8.40 8.60 8.80 9.00
5000 41.0 m/z 42.00 37.60%
98.0
Ol e b
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9199: cis-1,2-Cyclohexanediol
70.0 8.40 8.60 8.80 9.00
m/z 41.00 36.40%
5000 29.0
98.0
0 ‘ B
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 32 Octasiloxane, 1,1,3,3,5,5,7... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

s.853 779 ng/ul 96362 1,4-Dichlorobenzene-da  7.895

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 58
2 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H38055i6 000995-82-4 53

3 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 25
4 Thieno[2,3-c]furan-3-carbonitril... 222 C11H14N20S 447412-24-0 25
5 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 25
Abundance Scan 981 (8.853 min): BG058373.D\data.ms (-973) (-) m/z 73.00 100.00%
73.0
207.1
5000
147.0
281.0341 o e
415.1 8.60 8.80 9.00 9.20
| b L] 475 sa02
Ol bbb U AL T SRSz 207,05 68.88%
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 B e e
8.60 8.80 9.00 9.20
281.0 o
147.0 m/z 192.95 35.43%
‘ 3410 4290
0\\\\“‘\\\\‘\‘\ \‘\‘l’\\\\d‘l\\‘\\‘\\\ \l\‘\\l\ \\‘\\\\\‘\‘\N\.‘\\\T’\O‘:B\.F)\\S‘G\S\-\(
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
R R RRRSEERERE
8.60 8.80 9.00 9.20
5000 m/z 147.00 26.18%
207.0 281.0
133.0
3410 4150
L ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene R e
207.0 8.60 8.80 9.00 9.20
m/z 281.00 21.21%
5000
73.0
| \13&0
Ottt e e e e e e N NBAS
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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 unknown-09 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

16.646  3.72 ng/ul 80767 Naphthalene-ds 16.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 47
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 46
3 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 41
4 Indole-2-one, 2,3-dihydro-N-hydr... 207 C11H13NO3 1010129-52-1 27
5 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 25

Abundance Scan 1184 (10.046 min): BG058373.D\data.ms (-1179) (- | m/z 73.00 100.00%
73.0 207.0
5000 147.0
280.9
55.0 RN T
‘ ‘ } ‘ 415. 1475 1 10.00
ob bt b L TR, 267,00 85.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
5000 — :
281.0 10.00
’ m/z 193.00 41.96%
73.0 133.0 1
O \\\‘\\U\\‘\‘\\“\’\\‘\\"\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
T
10.00
5000 207.0 m/z 147.00  39.10%
281.0
147.0
341.0
e K e
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 10.00
m/z 221.00 32.07%
5000 207.0
133.0 281.0 355.0
O bbbt b 29:04890 —
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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 37 Octadecanoic acid, 3-methyl... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.551 3.01 ng/ul 65258 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 3-methylbutyl... 354 C23H4602 000627-88-3 53
2 Heptane, 3-ethyl-5-methylene- 140 C1oH20 1010160-41-7 50
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 47
4 2-t-Butyl-5,5,6-trimethyl-[1,3]d... 200 C11H2003 1000192-44-0 42
5 2- Bromopropionic acid, pentyl e... 222 C8H15Br02 086711-73-1 40
Abundance Scan 1270 (10.551 min): BG058373.D\data.ms (-1262) (- | m/z 70.00 100.00%
70.0
5000
”J¥r4&Y”‘ e e
10.50
14.0 157.1 221.0 326.9
(— ‘:“‘M“m pi01sp1 2210 28103269 . 43.00  53.75%
m/z--> 0 50 100 150 200 250 300 350
Abundance #264203: Octadecanoic acid, 3-methylbutyl ester
70.0
5000 ——
10.50
m/z 70.95 32.48%
o 29.(4 || 1310 185022702070 311 0 354«
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance
“° b W
e 2 W
10.50
5000 ITI/Z 41.00 29.32%
0 110.0
T B e e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #8647: Hexane, 2,3-dimethyl- 7
43.0 10.50
m/z 55.00  29.06%
B W
J2o |1 a0
-l ——
m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 41 unknown-10 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.421 4.03 ng/ul 87441  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 38
2 3-Aminopyrazole 83 C3H5N3 001820-80-0 38
3 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202 000638-10-8 38
4 3-Aminopyrazole 83 C3H5N3 001820-80-0 38
5 2-Butynoic acid, 4-[(tetrahydro-... 198 C10H1404 069511-49-5 37
Abundance Scan 1418 (11.420 min): BG058373.D\data.ms (-1413) (- | m/z 83.00 100.00%
83.0
128.0 T1en
39.0 11.50
208.0 327.0 .
of ALy L 2089 267.0 3270 L 40LU Lo 59 00 43.84%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1448: 1H-Imidazol-2-amine
83.0
5000 T
11.50
m/z 55.00 21.02%
41,
O\\\\h‘ﬂ\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 0 50 100 150 200 250 300 350 400
Abundance
83.0
—
11.50
5000 m/z 128.00 14.56%
28.0
ot e e
m/iz--> 0 50 100 150 200 250 300 350 400 h
Abundance #14126: 2-Butenoic acid, 3-methyl-, ethyl ester L O
83.0 11.50
m/z 39.00 8.23%
5000
29.0 128.0 [Nwﬂ
m/z--> 0 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@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 9-Octadecenamide, (Z)- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
22.948 3.20 ng/ul 147853  Chrysene-di12 21.526
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 58
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 53
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 43
4 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 30
5 Octanamide 143 C8H17NO 000629-01-6 25

Abundance Scan 3380 (22.948 min): BG058373.D\data.ms (-3374) (- | m/z 59.00 100.00%
59.0

5000

-

156.1 207.0 256.1594 1 3408 e 7 Z:;oo S

0,
m/z--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)-

59.0

T A AN "

5000 \ AR
23.00

m/z 55.00 53.88%
\\

180 \U\‘ 1401540 10802380 10
miz--> 50 100 150 200 250 300 350
Abundance
59.0

T
23.00

o

5000 m/z 57.00 53.64%
0 18.0 9.0 1400 1840 2380 281.0 MM/\LUM
et A
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (2)- —
59.0 23.00

m/z 43.00 51.26%

- M’WM/J\MM
126.0

o m 1700 24002770 337.0
, ChL AR L £ M —
miz--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
25.739 2.93 ng/ul 123927  Perylene-di2 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hentriacontane 437 C31H64 000630-04-6 78
3 Tetracosane 338 C24H50 000646-31-1 78
4 Tricosane 324 C23H48 000638-67-5 78
5 Triacontane 422 C30H62 000638-68-6 72

Abundance Scan 3855 (25.739 min): BG058373.D\data.ms (-3849) (- | m/z 57.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc

ALS Vvial : 44 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 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
27.049 2.06 ng/ul 87419  Perylene-d12 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexacosane 366 C26H54 000630-01-3 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 64
5 Docosane 310 C22H46 000629-97-0 64
Abundance Scan 4078 (27.049 min): BG058373.D\data.ms (-4072) (- | m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58373.D

Acqg On : 21 Jul 2023 00:33
Operator : CG/JU

Sample : 03472-36

Misc :

ALS Vvial : 44 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-Buten-2-01, 2... 3.124 151.2 ng/ul 1869510 1 7.895 247333 20.0
Cyclobutane, et... 3.148 565.5 ng/ul 6993216 1 7.895 247333 20.0
unknown-01 3.859 4.0 ng/ul 49606 1 7.895 247333 20.0
unknown-02 3.906 3.8 ng/ul 46530 1 7.895 247333 20.0
Prenol 4.070 22.6 ng/ul 279386 1 7.895 247333 20.0
unknown-03 4.147 19.5 ng/ul 240625 1 7.895 247333 20.0
2-Butenal, 3-me... 4.235 11.8 ng/ul 146248 1 7.895 247333 20.0
3-Penten-1-01, 4.452 7.5 ng/ul 92138 1 7.895 247333 20.0
5-Hexyn-3-o0l 4.587 2.6 ng/ul 32620 1  7.895 247333 20.0
2-Pentanol, 3-m... 4.640 38.3 ng/ul 474037 1 7.895 247333 20.0
unknown-04 4.675 15.2 ng/ul 188392 1 7.895 247333 20.0
Butanal, oxime 5.081 6.4 ng/ul 79533 1 7.895 247333 20.0
N,N-Dimethylace... 5.357 7.3 ng/ul 90507 1 7.895 247333 20.0
2-Cyclohexen-1-0l 5.792 49.9 ng/ul 616903 1 7.895 247333 20.0
unknown-05 5.892 21.2 ng/ul 262252 1 7.895 247333 20.0
Cyclohexene, 3-... 6.180 10.0 ng/ul 124134 1 7.895 247333 20.0
unknown-06 6.409 6.8 ng/ul 84385 1 7.895 247333 20.0
2-Cyclohexen-1-one 6.520 54.0 ng/ul 668207 1 7.895 247333 20.0
Propane, 1-ethoxy- 6.720 6.2 ng/ul 76370 1 7.895 247333 20.0
unknown-07 7.125 3.3 ng/ul 41263 1 7.895 247333 20.0
(DEL) Alkane: S... 7.578 6.9 ng/ul 85604 1 7.895 247333 20.0
7-Oxabicyclo[4.... 7.966 3.7 ng/ul 45909 1 7.895 247333 20.0
Bicyclo[3.1.0]h... 8.066 14.1 ng/ul 174618 1 7.895 247333 20.0
unknown-08 8.142 18.3 ng/ul 225921 1 7.895 247333 20.0
2-Chlorocyclohe... 8.212 85.3 ng/ul 1055220 1 7.895 247333 20.0
cis-1,2-Cyclohe... 8.665 3.8 ng/ul 47205 1 7.895 247333 20.0
Octasiloxane, 1... 8.853 7.8 ng/ul 96362 1 7.895 247333 20.0
unknown-09 10.046 3.7 ng/ul 80767 2 10.698 434222 20.0
Octadecanoic ac... 10.551 3.0 ng/ul 65258 2 10.698 434222 20.0
unknown-10 11.421 4.0 ng/ul 87441 2 10.698 434222 20.0
9-Octadecenamid... 22.948 3.2 ng/ul 147853 5 21.526 923221 20.0
(DEL) Alkane: S... 25.739 2.9 ng/ul 123927 6 24.664 847281 20.0
(DEL) Alkane: S... 27.049 2.1 ng/ul 87419 6 24.664 847281 20.0
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